LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141209.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 8 15 26 rVB 73331 121479 2.78%  0.292%
2 3.863 292 301 310 rBV 45894 76387 1.75% 0.183%
3 5.022 487 498 505 rVB 202337 321059 7.35% 0.771%
4 5.293 538 544 550 rVB 305526 396538 9.08% 0.952%
5 5.428 557 567 572 rBV 2424247 3252474 74.51% 7.806%
6 5.651 599 605 610 rBV 3348029 4365338 100.00% 10.478%
7 6.357 716 725 732 rBV3 35905 68368 1.57% 0.164%
8 6.440 732 739 744 rBV 2313666 3182673 72.91% 7.639%
9 6.604 763 767 771 rBV2 32545 43766 1.00% 0.105%
10 6.810 797 802 807 rVB 871228 1055948 24.19% 2.534%
11 6.887 807 815 818 rBV2 53024 89385 2.05% 0.215%
12 6.928 818 822 827 rVB 45601 57600 1.32% 0.138%
13 7.369 890 897 902 rBV 1577197 2083328 47.72% 5.000%
14 7.628 936 941 946 rBV 86177 104710 2.40% 0.251%
15 8.092 1014 1020 1029 rBV 1017198 1296910 29.71% 3.113%
16 8.310 1050 1057 1063 rBV 36115 51528 1.18% 0.124%
17 8.851 1144 1149 1154 rBV 29352 45140 1.03% ©0.108%
18 9.163 1196 1202 1207 rBV 2568323 3241626 74.26% 7.780%
19 9.845 1312 1318 1323 rBV 958631 1257513 28.81% 3.018%
20 10.263 1383 1389 1396 rBV 41479 63282 1.45% 0.152%

21 10.557 1434 1439 1443 rBV 181134 223150  5.11%
22 10.628 1446 1451 1456 rBV 1383774 1816196 41.60%
23 10.963 1501 1508 1513 rBV 1052620 1300691 29.80%
24 11.104 1528 1532 1542 rVB 88826 114605 2.63%

NOWRMOO
=
N
N
R

25 11.327 1565 1570 1578 rBV 844499 1113724 25.51% 673%
26 11.857 1656 1660 1669 rBV2 374922 552287 12.65% 1.326%
27 12.539 1772 1776 1780 rBV 137149 193215 4.43%  0.464%
28 12.586 1781 1784 1789 rVB 61622 80657 1.85% ©.194%
29 12.645 1790 1794 1802 rBV 116095 190216 4.36% 0.457%
30 12.769 1811 1815 1819 rVB 94780 116925 2.68% 0.281%

31 12.916 1835 1840 1848 rBV 2108609 2655139 60.82%
32 13.051 1860 1863 1867 rBV 111018 129556  2.97%
33 13.598 1951 1956 1960 rBV 2136576 2772478 63.51%
34 13.780 1982 1987 1991 rBV 2039780 2615893 59.92%
35 13.816 1991 1993 2002 rVB 123226 181800 4.16%

[CR RN
o)
U1
A
3R

36 13.963 2012 2018 2028 rBV2 1323025 2264910 51.88% 5.436%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.104 2038 2042 2046 rBV 649920 890059 20.39%  2.136%
38 14.145 2046 2049 2052 rVV 1067148 1412400 32.35% 3.390%
39 14.174 2052 2054 2056 rVV 390694 483955 11.09% 1.162%
40 14.198 2056 2058 2063 rVB 415362 460201 10.54% 1.105%
41 14.492 2105 2108 2113 rVB 181182 229608 5.26% ©.551%

42 15.421 2261 2266 2271 rBV 480523 690956 15.83% 1.658%

Sum of corrected areas: 41663673
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 17 Jan 2025 22:30
: RC/JU
¢ Q1l115-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011725\
BF141209.D

: 18 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF141209.D\data.ms
5.651

5.428 6.440

7.369

6.810

5.29
5.022
¢.181 3.863 L 6.3 {@04 8878 762t

Time-->

WA A o~
L L L L L L B B B B B I [ RN NN N RN AR RN

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF141209.D\data.ms

9.163
12.916

0
Time-->

10.628
8.092 0.963
9.845 11307
11.857
10.5 125382576 3.051
8.310 8.851 10.263 1.104 i
—= —— e

T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF141209.D\data.ms

15.421

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Propane, 1,1-dimethoxy- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
2.181 2.30 ng 121479 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 72
2 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 36
3 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro02 005267-73-2 22
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 10
Abundance  Scan 15 (2.181 min): BF141209.D\data.ms (-8) (-) m/z 75.10 100.00%
75.1
5000 45.1 /\
R aaRanaEEE s
‘ ‘ 103.0 2.202.302.402.502.60
O el by 20 m/z 73.05 71.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 IR R RN R
2.202.302.402.502.60
.0 m/z 45.10  41.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10523: 2-Propanol, 1,1-dimethoxy-
75.0 k
A RdRAsanaana e
2.202.302.402.502.60
5000 m/z 41.10 27 .40%
47.
29.0 0
R N S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55143: 1,3-Dioxolane, 2-(1-bromoethyl)- R AR AR RAREE T

73.0 2.202.302.402.502.60
m/z 47.05 21.67%

5000

27.0

i
(4]
o

P S R I 1 107.0  135.0 179.0
e N T T

m/z--> 20 40 60 80 100 120 140 160 180 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 9
R.T. EstConc Area Relative to ISTD R.T.
5.022 6.08 ng 321059 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 498 (5.022 min): BF141209.D\data.ms (-487) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 (T e
4.60 4.80 5.00 5.20 5.40
L 83.0 .
O vy el m/z 59.10 59.85%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N R RN RN R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.40%
15.0 101.0
‘ Wl | 83.0 | ‘
O\\\\‘\ }\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.33%
101.0
oL 180 | 600 840
i
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester Raman e R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.28%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 RERRREEEEE RS S
m/z--> 20 40 60 80 100 120 140 4.60 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@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Ethylbenzene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.293 7.51 ng 396538 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethylbenzene 106 C8H10 000100-41-4 94
2 Benzene, 1,3-dimethyl- 106 C8H1e0 000108-38-3 86
3 o-Xylene 106 C8H10 000095-47-6 76
4 p-Xylene 106 C8H10 000106-42-3 64
5 N-(Benzyloxy)-2,2,2-trifluoroace... 219 C9H8F3NO2 174075-91-3 50
Abundance Scan 544 (5.293 min): BF141209.D\data.ms (-538) (-) m/z 91.10 100.00%
91.1
5000
106.1
e
ago 210 650 781 5.00 5.20 5.40 5.60
Ol gl el e m/z 106.10 32.75%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0
5000 UL L B L LA BN
106.0 5.00 5.20 5.40 5.60

m/z 51.00 10.02%
27.0 >0 65.0 780

O H\]-’.\()\H%ﬂ.f\o\’\H‘\‘H\\"\\H“H\‘\‘\‘H‘H\H“\H\“l\\\‘\‘\‘\‘\‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5750: Benzene, 1,3-dimethyl-
91.0
106.0
5.00 5.20 5.40 5.60
5000 ITI/Z 65.00 8.98%
39.0 63.0 77.0
0 m,uu_m',mwm“,HHHMH"M‘H_H‘U‘leuw‘m‘wm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5729: o-Xylene e R maE s
91.0 5.00 5.20 5.40 5.60
m/z 77.00 8.38%
5000 106.0
51.0 77.0
NI/ T I Y O [
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Styrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.651 82.68 ng 4365340 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Styrene 104 C8H8 000100-42-5 97
2 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 96
3 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 95
4 2-Pyridinecarbonitrile 104 C6HAN2 000100-70-9 43
5 Butanedioic acid, phenyl- 194 C10H1e04 000635-51-8 35
Abundance Scan 605 (5.651 min): BF141209.D\data.ms (-599) (-) m/z 104.10 100.00%
104.1
5000 78.1
510 \\\\‘\\\\’\\\\‘\\\\‘\\\
39.0 ‘ 63.0 801 5.40 5.60 5.80 6.00
oH_m_HwHH_‘HwMm_w‘_m_‘w‘ L m/z 103.10 49.83%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5495: Styrene
104.0
5000 L B L LI LN B
78.0 5.40 5.60 5.80 6.00
51.0 m/z 78.10  49.12%
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5502 Bicyclo[4.2.0]octa-1,3,5-triene
104.0
R ARREEEEEE
5.40 5.60 5.80 6.00
5000 78.0 m/z 51.00 24 .50%
51.0
39.0
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5499: 1,3,5,7-Cyclooctatetraene
28.0 104.0 5.40 5.60 5.80 6.00
' m/z 77.18  22.21%
5000
51.0
39.0
S N Y 1" OO SRS SN
m/z--> 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00

8270-BF011025.M Mon Jan 20 01:35:17 2025 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.557 3.55 ng 223150  Acenaphthene-di10 9.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1439 (10.557 min): BF141209.D\data.ms (-1434) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0 L i
10.50
152.0
bl e A28 T miz 77.00 64.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —
10.50
510 m/z 182.10  54.54%
J270 || 1560 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
T T
182.0 10.50
5000 m/z 51.00 23.58%
51.0 105.0
0270 ‘ 1280 1520 \
L L e R s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl- —
105.0 10.50
m/z 181.10 9.17%
5000 77.0
51.0
27.0
0 I A 13?'0 168.0 AT /]\n/
S A
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknownl1®.963 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.963  23.36 ng 1300690  Phenanthrene-d10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Benzyl-1,2,3-triazole 159 C9HON3 004368-68-7 35
2 3-Benzyl-5-chloro-1,2,3-triazole... 209 C9H8CIN30 116932-67-3 30
3 N-Benzyl-1H-benzimidazole 208 C14H12N2 004981-92-4 27
4 3-Benzyl-4-chloro-1,2,3-triazole... 209 C9H8CIN30 116932-63-9 25
5 Benzenebutanenitrile 145 C10H11N 002046-18-6 25
Abundance Scan 1508 (10.963 min): BF141209.D\data.ms (-1501) (- m/z 91.05 100.00%
91.0
5000
o 50 B 208.1 10
- 180.1
0 _‘m‘H‘Mwu‘m“,m“‘mu“s“m‘_1?"2:?«”wim‘w‘uw m/z 104.10  19.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35965: 1-Benzyl-1,2,3-triazole
91.0
5000 T T
130.0 11.00
65.0 ' m/z 130.05 18.47%
39.0 ‘ 159.0
o e | | |
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86644: 3-Benzyl-5-chloro-1,2,3-triazole 1-oxide

91.0
P
11.00
5000 m/z 115.05 15.17%
65.0 130.0
39.0
Ol ookttt b e 2000
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85200: N-Benzyl-1H-benzimidazole : ‘
91.0 11.00
m/z 208.10 14.17%
5000
208.0
65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzene, 1,1'-(1,2-cyclobut... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.104 2.06 ng 114605 Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 90
2 [2.2]Paracyclophane 208 C16H16 001633-22-3 74
3 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C1l6H16 007694-30-6 64
4 Cyclobutane, 1,3-diphenyl-, trans- 208 C16H16 025558-23-0 64
5 5,5-Dimethyl-4-phenyldihydrofura... 190 C12H1402 013133-96-5 50
Abundance Scan 1532 (11.104 min): BF141209.D\data.ms (-1528) (-} | m/z 104.05 100.00%
104.1
5000
78.1 El.l‘Od El.l‘Sd
51.0 ' 178.1 : :
Ob ooty L1280 1520 TEEC 2080 163 10 12.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85434: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans-
104.0
5000 A lh }k —
11.00 11.50
m/z 78.10 11.31%
510 780
27.0 5L . | 128.0 152.0 178.0 208.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85394: [2.2]Paracyclophane
104.0 A
L =
11.00 11.50
5000 m/z 105.05 8.59%
78.0 208.0
o 80 Ll asse
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85430: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, cis- — —
104.0 11.00 11.50
m/z 77.05 5.97%
5000
78.0
0l 27.0 510 | 128.0151.0 178.0 208.0
e e e e e e e e o o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.857 9.92 ng 552287  Phenanthrene-d10 11.328
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 1660 (11.857 min): BF141209.D\data.ms (-1656) (- m/z 73.00 100.00%
43.1 73.0
5000 129.0
213.2 — —
H H‘ 157.1185.1 ‘ 2561  11.50 12.00
oww“‘:‘mh Al MMW Mw‘m\“‘\\‘m‘\‘wh“m‘\‘\‘m‘uu“‘\ m/z 43.10  89.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 85.18%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 11.50 12.00
5000 129.0 m/z 57.10 72.65%
171.0
‘ 214.0
AR DG
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 41.10 71.37%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ — —
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\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 13
R.T. EstConc Area Relative to ISTD R.T.
12.645 3.42 ng 190216  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 1794 (12.645 min): BF141209.D\data.ms (-1790) (-] ' m/z 43.10 100.00%

43.1 73.0
5000

7
12.50 13.00
0 m/z 73.00  98.50%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0 T T
12.50 13.00

m/z 57.10  82.85%

185.0 2410 284.C
’\‘\‘H“‘\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

—
12.50 13.00
5000 256.0 m/z 55.10 81.55%

129.0 '
213.0
L e
‘ m‘ Ml H H‘ M‘H \H‘\ T \ I | \
b 1 O N R RSSO

m/z--> 20 40 6 80 100120140160180200220240260280

Abundance #109281: Tetradecanoic acid —— —
73.0 12.50 13.00

m/z 60.00 80.07%

43.0
5000
129.0
185.0 228.0
“ ‘\ M‘ H“ HM‘ h“ M‘\ L T : X » -

o

o

o3

T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011725\

BF141209.D

: 17 Jan 2025 22:30

RC/3JU

: Ql115-07

: 18 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Triphenyl phosphate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.598 24.48 ng 2772480  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual

Triphenyl phosphate
8-Amino-2,3-bis[0-tolyl]pyrido[3..

Demethoxykanugin

326 C18H1504P

. 326 C21H18N4

170 COH6N4
326 C18H1406

000115-86-6 99
030146-44-2 38
000306-18-3 30
001668-33-3 27

1
2
3 1-Cyano-N-phenylmethanecarbohydr...
4
5

(1-Allyl-2-oxo0-1,2-dihydro-indol... 326 C20H14N40 1000296-28-1 16

Abundance Scan 1956 (13.598 min): BF141209.D\data.ms (-1951) (- m/z 326.10 100.00%
326.1
77.0
5000
170.1 215.0
39'? 1350 14.00
115.0 L : :
oh, ‘ o H‘“,‘ nid N L. ‘ w“v‘ 9002891 | m/z 325.10  89.39%
miz--> 50 100 150 200 250 300 350
Abundance #231446: Triphenyl phosphate
326.0
5000 o —r —
m/z 77.05 68.72%
* L
04— ‘\ ‘i Py \“ -;L]\_‘S\O\ ”“ “L‘\ ‘\‘ T \“\“H \ﬁP\O\Z\B\g‘O\ T T
m/z--> 50 100 150 200 250 300 350
Abundance #232142: 8-Amino-2,3-bis[O-tolyl]pyrido[3,4-b]pyrazine
326.0
— ‘
13.50 14.00
5000 235.0 ITI/Z 65.05 40.95%
65.0
155.0192
ok ‘JwWVMWH‘WﬁNvNJ‘u‘ﬂﬂu‘uﬂ"%qaopﬂu““
m/z--> 50 100 150 200 250 300 350
Abundance #46285: 1-Cyano-N-phenylmethanecarbohydrazonoyl cy —— ™
77.0 13.50 14.00
m/z 170.10  32.55%
170.0
5000
39.0
ol 11050 S N—
m/z--> 0 100 150 200 250 300 350 13.50 14.00

8270-BF011025.M Mon Jan 20 01:35:19 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Cyclohexane, 1,3,5-triphenyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.780  23.10 ng 2615890  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-triphenyl- 312 C24H24 028336-57-4 90
2 1,2-Propanediol, 3-benzyloxy-1,2... 266 C14H1805 013754-10-4 32
3 2,5-Diphenyltetrazole 222 C13H10N4 018039-45-7 23
4 Benzonitrile, m-phenethyl- 207 C15H13N 034176-91-5 17
5 Isoxazole, 5-chloro-4-(2-phenyle... 207 C11H10C1NO 1000362-09-0 16

Abundance Scan 1987 (13.780 min): BF141209.D\data.ms (-1982) (-} | m/z 91.10 100.00%
91.1
5000 ﬂA\A
— —
o *\29 L 20‘7-1 13.50 14.00
ol v b L0167 | | 2501 3122385 ;11710 26.44%
miz--> 50 100 150 200 250 300 350
Abundance #215136: Cyclohexane, 1,3,5-triphenyl-
91.0
5000 —— —r—
13.50 14.00
m/z 207.10 13.66%
207.0
ol 510, | 1290167.0 | | 2540 3120
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance  #155156: 1,2-Propanediol, 3-benzyloxy-1,2-diacetyl-
91.0
P =
13.50 14.00
5000 m/z 194.10 11.51%
43.0
0 | .| ,133.0 181.0 223.0
e A e
m/z--> 50 100 150 200 250 300 350
Abundance #101350: 2,5-Diphenyltetrazole — ——
91.0 13.50 14.00
m/z 92.10 7.99%
5000
51# 194.0
o0l s L
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF011025.M Mon Jan 20 01:35:20 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknownl4.104 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.104 7.86 ng 890059  Chrysene-di2 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 42
2 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 35
3 Isoquinoline 129 CO9H7N 000119-65-3 35
4 2-Propenenitrile, 3-phenyl-, (E)- 129 C9H7N 001885-38-7 35
5 Quinoline 129 CY9H7N 000091-22-5 35
Abundance Scan 2042 (14.104 min): BF141209.D\data.ms (-2038) (|  m/z 91.10 100.00%
91.1
207.1
5000 A/\N\
— —4
51.0 13p.1 . 14.00 14.50
oyl Lyl 2481 3021 38005 959,05 74.30%
miz--> 50 100 150 200 250 300 350
Abundance #84033: 1H-Indole, 2-methyl-3-phenyl-
207.0
5000 — T \A/‘\
14.00 14.50
130.0 m/z 207.10  70.65%
300 g9g | |
0\‘1\“\‘\‘\‘\“H\\\‘\“\“\‘h\\“‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #84024: 2-(4-Methylphenyl)-1H-indole
207.0
= =
14.00 14.50
5000 m/z 206.10 28.41%
89.0
165.
L DU NI U
m/z--> 50 100 150 200 250 300 350
Abundance #15010: Isoquinoline == ==
129.0 14.00 14.50
m/z 105.05 19.86%
5000
51.0
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF011025.M Mon Jan 20 01:35:20 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 (2,3-Diphenylcyclopropyl)me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.145 12.47 ng 1412400  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 50
2 Quinoline 129 C9H7N 000091-22-5 38
3 Isoquinoline 129 C9H7N 000119-65-3 38
4 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 35
5 2-Propenenitrile, 3-phenyl-, (E)- 129 C9H7N 001885-38-7 35
Abundance Scan 2049 (14.145 min): BF141209.D\data.ms (-2046) (|  m/z 91.10 100.00%
91.1
207.1
5000 N\A\
— —4
51 0 130.0 ‘ 14.00 14.50
SO0 Ll 2521 31013492 0 109 65 74,524
m/z--> 50 100 150 200 250 300 350
Abundance #239592: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxic
91.0
5000 A e
14 00 14.50
207.0 207.10  70.79%
30.0
0 \?]““9\“\ 1 ‘ j\“ | \‘\“\ ‘\“““‘h\ L B R \?:!-6\(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance #15001: Quinoline
129.0
14 00 14 50
5000 206.10 26.83%
51.0 (l
Olelu®0O |
m/z--> 50 100 150 200 250 300 350
Abundance #15010: Isoquinoline =7
129.0 14 00 14.50
105.10  20.45%
5000
51.0
bbb A b
m/z--> 50 100 150 200 250 300 350 14 00 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknownl4.174 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.174 4.27 ng 483955  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-benzylindole 207 C15H13N 1000334-31-3 16
2 Benzonitrile, 4-ethenyl- 129 CSH7N 003435-51-6 14
3 Cyclohexanecarboxylic acid, 2-(1... 184 C11H2002 027392-16-1 14
4 Isoquinoline 129 C9H7N 000119-65-3 14
5 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 12
Abundance Scan 2054 (14.174 min): BF141209.D\data.ms (-2052) (-} ' m/z 91.10 100.00%
91.1
5000 207.1 A/\N\
14 00 EI.4‘56
130.1 ‘ :
51.0
ol bbb ey d ‘ 2671 3181 3743 /7 129.05  60.90%
miz--> 50 100 150 200 250 300 350
Abundance #84005: 1-benzylindole
91.0
207.0 J\
5000 i j J\\A“
14 00 14.50
207.10  45.31%

o

\3\9‘\?\‘\‘\ ‘\ ‘ \]‘-\3?.\0‘ T T “‘\ L ‘ UL ‘ UL ‘ T T T
m/z--> 50 100 150 200 250 300 350
Abundance #15012: Benzonitrile, 4-ethenyl-
129.0

14 00 14 50
5000 105.10 21.47%

03707*%0\\\
K LAt —
m/z--> 50 100 150 200 250 300 350

Abundance #58740: Cyclohexanecarboxylic acid, 2-(1,1-dimethylethy
129.0 14 00 14 50

206.10  19.60%

5000 57.0
‘ 169.0
0 T |

m/z--> 50 100 150 200 250 300 350 14 00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknown14.198 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.198 4.06 ng 460201  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 45
2 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 41
3 2-(4-Methylphenyl)-1H-indole 207 C15H13N ©55577-25-8 38
4 2-Propenenitrile, 3-phenyl-, (E)- 129 C9H7N 001885-38-7 30
5 Isoquinoline 129 CSH7N 000119-65-3 30
Abundance Scan 2058 (14.198 min): BF141209.D\data.ms (-2056) (- m/z 91.10 100.00%
911 207.1
5000 A/\N\
— —
510 ‘ ‘ a5 , 14.00 14.50
ok 30 L L T hh J. 248120113321 382 4/; 207.10  81.85%
miz--> 50 100 150 200 250 300 350
Abundance #84033: 1H-Indole, 2-methyl-3-phenyl-
207.0
5000
l4 00 14 50
00 130.0 m/z 129.05 76.56%
890 | |
O\\‘1\“\\\\‘\\f‘\‘\“\h\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #84028: 1H-Indole, 1-methyl-2-phenyl-
207.0
A A
14.00 14.50
5000 m/z 206.10 26.95%
,l5.0 6301030 1650
e T A B e SO
m/z--> 50 100 150 200 250 300 350
Abundance #84024: 2-(4-Methylphenyl)-1H-indole —
207.0 14 00 14.50
m/z 105.10 19.62%
- ,A\//\J\/ku
165.
o0 e |
m/z--> 50 100 150 200 250 300 350 l4 00 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknownl14.492 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.492 2.03 ng 229608  Chrysene-di2 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 25
2 2-Naphthalenamine, 6-bromo-1,2,3... 321 C12H11BrF3NO 1000506-49-5 12
3 2-Chloro-1-(2-methyl-allyl)-1,2,... 220 C14H17Cl 1000185-82-6 10
4 1-(2-Methyl-allyl)-1,2,3,4-tetra... 202 C14H180 1000192-52-9 10
5 1,4-Ethanonaphthalene, 1,2,3,4-t... 158 C12H14 004175-52-4 10

Abundance Scan 2108 (14.492 min): BF141209.D\data.ms (-2105) (- m/z 91.10 100.00%
91.1
5000
207.1
=L
165& ‘ 532 31‘2'2 14.50
b5, ‘M‘hw“h“ Lllid 2982 1 8728 109,05 53.70%
miz--> 50 100 150 200 250 300 350 400
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Abundance #225232: 2-Naphthalenamine, 6-bromo-1,2,3,4-tetrahydr
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Abundance #98872: 2-Chloro-1-(2-methyl-allyl)-1,2,3,4-tetrahydro-na e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141209.D

Acqg On : 17 Jan 2025 22:30
Operator : RC/JU

Sample : Q1115-07

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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|
Propane, 1,1-di... 2.181 2.3 ng 121479 1 6.810 1055950 20.0
2-Pentanone, 4-... 5.022 6.1 ng 321059 1 6.810 1055950 20.0
Ethylbenzene 5.293 7.5 ng 396538 1 6.810 1055950 20.0
Styrene 5.651 82.7 ng 4365340 1 6.810 1055950 20.0
Benzophenone 10.557 3.5 ng 223150 3 9.845 1257510 20.0
unknown10.963 10.963 23.4 ng 1300690 4 11.328 1113720 20.0
Benzene, 1,1'-(... 11.104 2.1 ng 114605 4 11.328 1113720 20.0
n-Hexadecanoic ... 11.857 9.9 ng 552287 4 11.328 1113720 20.0
Octadecanoic acid  12.645 3.4 ng 190216 4 11.328 1113720 20.0
Triphenyl phosp... 13.598 24.5 ng 2772480 5 13.969 2264910 20.0
Cyclohexane, 1,... 13.780 23.1 ng 2615890 5 13.969 2264910 20.0
unknownl4.104 14.104 7.9 ng 890059 5 13.969 2264910 20.0
(2,3-Diphenylcy... 14.145 12.5 ng 1412400 5 13.969 2264910 20.0
unknownl14.174 14.174 4.3 ng 483955 5 13.969 2264910 20.0
unknown14.198 14.198 4.1 ng 460201 5 13.969 2264910 20.0
unknown14.492 14.492 2.0 ng 229608 5 13.969 2264910 20.0
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