LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acqg On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc : SPC-2WC-23-04-17

ALS Vvial : 17 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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132929.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.957 484 488 494 rVB 201832 254978  3.72% 0.392%
2 5.363 550 557 560 rBV 5867546 5802126 84.68% 8.914%
3 6.393 726 732 735 rBV 5912360 6065052 88.52% 9.318%
4 6.604 762 768 771 rBV3 56317 90788 1.33% 0.139%
5 6.763 791 795 798 rBV 2228610 1686749 24.62% 2.591%

.328 886 891 894 rBV 4387743 4050258 59.11% 6.222%
.045 1010 1013 1016 rBV 3116534 2317496 33.82% 3.560%
.122 1192 1196 1200 rBV 7668717 6851538 100.00% 10.526%
.798 1305 1311 1314 rBV 3306162 2572996 37.55% 3.953%
10 10.510 1428 1432 1436 rBV 516910 415171 6.06% ©.638%

11 10.586 1440 1445 1448 rBV 4747394 4081584 59.57% 270%
12 10.710 1464 1466 1474 rBV5 55124 90444 1.32% 139%
13 10.892 1494 1497 1500 rBvV2 74633 76894  1.12%

14 11.280 1559 1563 1566 rBV 2926014 2501362 36.51%

[WIRVERN RN R e))
=
=
[o]
R

15 11.304 1566 1567 1569 rVV 347997 178501 2.61% 274%
16 11.351 1573 1575 1578 rVB2 103976 81249 1.19% 0.125%
17 11.622 1618 1621 1625 rBV2 127648 152672 2.23% ©0.235%
18 11.745 1639 1642 1645 rBV2 116868 159687 2.33% 0.245%
19 11.822 1651 1655 1659 rBv2 884870 919652 13.42% 1.413%
20 11.898 1664 1668 1673 rVB5 202319 272634 3.98% 0.419%
21 12.074 1695 1698 1699 rBV2 147598 158413 2.31% 0.243%
22 12.092 1699 1701 1705 rVB 332007 292396 4.27%  0.449%
23 12.492 1765 1769 1772 rBV 564593 557820 8.14% ©.857%
24 12.598 1784 1787 1791 rBv4 253524 335079 4.89% ©.515%
25 12.716 1805 1807 1809 rVB 450034 315470 4.60%  ©.485%

26 12.869 1829 1833 1839 rVB 5910412 5777118 84.32%
27 13.051 1862 1864 1868 rVB4 169915 156171 2.28%
28 13.780 1985 1988 1994 rVB2 609329 779161 11.37%
29 13.916 2007 2011 2014 rBV2 2243875 2244700 32.76%
30 14.057 2032 2035 2038 rBV 915548 748331 10.92%

P WR O
[N
0
~
S

31 14.133 2044 2048 2052 rVB 6398454 5785146 84.44%
32 14.286 2071 2074 2078 rBV 1530720 1390358 20.29%
33 15.039 2199 2202 2205 rVB 934499 942529 13.76%
34 15.115 2212 2215 2221 rVB 621943 704454 10.28%
35 15.351 2251 2255 2259 rVB 1337623 1438012 20.99%

NBR RN
IS
i
0
S

36 15.827 2333 2336 2339 rVB 213533 242904  3.55% ©0.373%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acqg On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc SPC-2WC-23-04-17

ALS Vvial : 17 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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.762 2489 2495 2502 rVB2 797576 1438023 20.99%  2.209%
38 17.768 2658 2666 2679 rVB 1294414 3164535 46.19% 4.862%

Sum of corrected areas: 65092451
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

: 20 Apr 2023 00:17
: CG\JU
. 02390-07

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
BF132929.D

SPC-2WC-23-04-17

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF132929.D\data.ms

5.363 6.393

7.328

6.763

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

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF132929.D\data.ms
9.122

12.869

10.586

9.798

8.045 11.280

11.822

0
Time-->

124932716 13 051
10.5}5911@892 1}38@,‘111.62 85& 3 SV
‘ e —

— — T \ \ — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF132929.D\data.ms

13.916
14.286

15.351
7 15.039
16.115
15.827

14.05
13.78 17.768

16.762

Time-->

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\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.957 3.02 ng 254978 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 37
3 3-Octanol 130 C8H180 000589-98-0 36
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11INO 005780-40-5 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 488 (4.957 min): BF132929.D\data.ms (-484) (-) m/z 43.05 100.00%
3.0
5000 59.0
83.1 1011 4.60 4.80 5.00 5.20
Obrrr e il el e M/z 59.05 51.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I B I IR B
59.0 4.60 4.80 5.00 5.20
m/z 58.10 16.81%
15.0 101.0
2%\ L | 83.0 | ‘
O\\\‘\\H‘\\\\’H\\‘\‘1H‘\\‘\\’H\\‘\\H‘\‘\\\’H\\‘\\H‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
4.60 4.80 5.00 5.20
5000 ITI/Z 101.10 15.61%
410 101.0
27.0 ‘ 83.0
0“W‘H‘_‘mwu‘mJi‘_Jwiuuuu‘wwu‘w‘u‘u‘w‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol R R o
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.56%
5000 830
410 101.0
il
0 ‘H"‘H"‘“1,H‘“M‘\m"‘1”‘,H‘ui‘mmu,uwmwm, oo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc : SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.510 3.23 ng 415171  Acenaphthene-d10 9.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12HSNO 014548-46-0 52
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
Abundance Scan 1432 (10.510 min): BF132929.D\data.ms (-1428) (- m/z 105.10 100.00%
105.1
77.0
5000 182.1
51.0
RN \
10.50
152.1
bty e e 220 m/z 77.05  63.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
1050
510 m/z 182.10  47.57%
| 152.0 I
O\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
77.0 183.0 1050
5000 51.0 m/z 51.85 27.07%
‘ m‘ 154.0 ‘
Ot et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32010: Acetophenone, 2-chloro-
105.0 1050
m/z 50.10 8.89%
77.0
5000
51.0
0 260 \‘ il l ‘ 1540
R e AR AR naR Y Ses
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.822 7.35 ng 919652  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CAS# 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 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 76
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1655 (11.822 min): BF132929.D\data.ms (-1651) (- m/z 43.10 100.00%
5000
129.0
Bo.1 2133 — U
‘ 171.2 ‘ 256.3 11.50 12.00
—k b L L L 28T s 7305 92.06%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ R
11.50 12.00
97.0 1710 2130 2560 m/z 60.00 87.58%
ol i““ “Hh‘\“ Ju‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ .
miz—-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
— ==
41.0 11.50 12.00
5000 129.0 m/z 57.10 75.03%
171.0
M ‘ 214.0
0 . “\“ ‘}“‘HM \\H‘ L. \\m“\ ‘\‘\H‘h} “ ‘n“ i “‘ ‘ “\‘ — T
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid — —
73.0 11.50 12.00
450 m/z 41.10 74.61%
5000 129.0
‘ 199.0 2420
oL MIGWO e — —
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Biphenyl, 2,4,4',5-tetrachl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.898 2.18 ng 272634  Phenanthrene-di0 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Biphenyl, 2,4,4',5-tetrachloro- 290 C12H6Cl4 032690-93-0 99
2 2,3',4,5-Tetrachloro-1,1"'-biphenyl 290 C12H6C14 073575-53-8 99
3 1,1'-Biphenyl, 2,3,3',4'-tetrach... 290 C12H6Cl4 041464-43-1 99
4 1,1'-Biphenyl, 2,3',4',6-tetrach... 290 C12H6Cl4 041464-46-4 99
5 1,1'-Biphenyl, 3,3',4,4'-tetrach... 290 C12H6C1l4 032598-13-3 99

Abundance Scan 1668 (11.898 min): BF132929.D\data.ms (-1664) (- m/z 220.10 100.00%

220.1 292.0
190.2
5000 1101
.1 150.1 257.0
P P
11.50 12.00
0! m/z 292.00 90.55%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #185797: Biphenyl, 2,4,4' 5-tetrachloro-
292.0
5000 T T }\\ /\L T T T
220.0 11.50 12.00
m/z 290.00 70.58%
olttg 750 1100 1001840 | zoag
\\\‘H\\‘\\H[HH‘\H\‘\H\‘H\\’\\\\‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #185804: 2,3',4,5-Tetrachloro-1,1'-bipheny!
292.0
N
11.50 12.00
5000 ITI/Z 190.20 61.27%
110.0 150.0
0,440 75.0 184.0
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #185888: 1,1'-Biphenyl, 2,3,3',4'-tetrachloro- - ——
292.0 11.50 12.00

m/z 222.00 60.47%

5000

110.0 150.0 149

=

T T
m/z--> 40 60 80 100120140160180200220240260280300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 9,10-Anthracenedione Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.092 2.34 ng 292396  Phenanthrene-die 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 96
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 83
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
5 9,10-Phenanthrenedione 208 C14H802 000084-11-7 53
Abundance Scan 1701 (12.092 min): BF132929.D\data.ms (-1699) (- m/z 208.10 100.00%
208.1
152.1
5000 76.0
=T T
39.4 B! ‘\ |, 255.1 202.0 12.00
0o ek b T b e SRR m/z 180.10 98.73%
m/z--> 50 100 150 200 250 300
Abundance #85293: 9,10-Anthracenedione
180.0
5000 76.0 T T
12.00
m/z 152.05 77.74%
126.0
O T \39‘\.4“ \“ \“‘\ H\‘ “‘h\ \“\ T ‘M T T ‘ T 2‘1‘\1--\0\ T ‘ T T T T ‘ T 1
miz--> 50 100 150 200 250 300
Abundance #55036: 9H-Fluoren-9-one
180.0
T 1 \
12.00
5000 m/z 76.05 44 .61%
39.0 " 126.0 ‘
ob—pd b il b
miz--> 50 100 150 200 250 300
Abundance #54969: Benzo[c]cinnoline Pty ‘
152.0 12.00
m/z 151.05 43.53%
5000
76.0
0“3%-%‘\“‘\“%1‘3.‘(#“‘\‘  — .
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 1,1'-Biphenyl, 2,3,3',4,6-P... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.598 2.68 ng 335079  Phenanthrene-di0 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1'-Biphenyl, 2,3,3',4,6-Pentac... 324 C12H5C15 074472-35-8 95
2 2,3',4',5',6-Pentachloro-1,1'-bi... 324 C12H5C15 074472-39-2 95
33,3',4,5,5"'-Pentachloro-1,1"'-bip... 324 C12H5C15 039635-33-1 95
4 1,1'-Biphenyl, 2',3,4,5,5'-Penta... 324 C12H5C15 070424-70-3 95
5 1,1'-Biphenyl, 2,3,4',5,6-Pentac... 324 C12H5C15 068194-11-6 95
Abundance Scan 1787 (12.598 min): BF132929.D\data.ms (-1784) (- m/z 43.10 100.00%
3. 326.0
5000
—— —
12.50 13.00
0 m/z 326.00  95.54%
m/z--> 50 100 150 200 250 300 350
Abundance #228387: 1,1'-Biphenyl, 2,3,3',4,6-Pentachloro-
326.0
A
5000 LA LA
254.0 12.50 13.00
184.0 m/z 57.10 80.96%
O\\‘\\\\‘\\\\‘\“\\“L‘\"\N“\\’H‘W\\U“\\“\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #228390: 2,3',4',5',6-Pentachloro-1,1'-biphenyl
326.0
—— —
12.50 13.00
5000 254.0 m/z 55.10 80.64%
184.0
m/z--> 50 100 150 200 250 300 350
Abundance #228366: 3,3',4,5,5'-Pentachloro-1,1'-biphenyl —— —
326.0 12.50 13.00
m/z 41.10 76.35%
5000
256.0
74.0 127.0 184.0 H
Oty Lol i um‘m,www,““”“H A P e
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF041723.M Fri Apr 21 15:06:36 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc : SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 1-Tricosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.780 6.94 ng 779161  Chrysene-d12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 97
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 1988 (13.780 min): BF132929.D\data.ms (-1985) (- m/z 57.10 100.00%
57.1
5000 JJU\J\/
111 —r —r—
H 168.2  249.2 305.1 1350 14.00
ol—Lh L L JwM e e o 88 m/z 43.10  83.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227233: 1-Tricosene
57.0
5000 —r ——
11.0 13.50 14.00
m/z 55.10 70.68%
322.0
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
—— —
13.50 14.00
m/z 83.10 63.16%
5000 11.0
0 2240
ol LLLLELL L 2802600 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate T —
57.0 13.50 14.00
m/z 41.10 52.39%
1690
0 J“\ \ “ b I 238.0283.0 434.1
-l H““ ““w““,““_““““‘H“ —— —
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF041723.M Fri Apr 21 15:06:39 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 7H-Benz[de]anthracen-7-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.057 6.67 ng 748331  Chrysene-d12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7H-Benz[de]anthracen-7-one 230 C17H1e0 000082-05-3 98
2 11H-Benzo[a]fluoren-11-one 230 C17H1e0 000479-79-8 95
3 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 93
4 1-Pyrenecarboxaldehyde 230 C17H1e0 003029-19-4 62
5 o-Terphenyl 230 C18H14 000084-15-1 53
Abundance Scan 2035 (14.057 min): BF132929.D\data.ms (-2032) (- m/z 230.10 100.00%
230.1
5000
101.1 A e T ‘
14.00
174.1“ .
0299, 04 “ b 295 3622 431 /7 202,10 56.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111820: 7H-Benz[de]anthracen-7-one
230.0
5000 apd
14.00
101.0

200.10  26.38%

1740‘
50’\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #111819: 11H-Benzo[a]fluoren-11-one

230.0

o

1400
5000 101.10 21.08%
101.0
09|, o)
0L mwwmu_m_m_m_m
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #111821: 6H-Benz[de]anthracen-6-one
230.0 1400

201.10  19.48%

5000
101.0
50.0 1 \‘ u“ \17ﬂ Oﬂh

ol A 4
m/z--> 50 100 150 200 250 300 350 400 14.00

8270-BF041723.M Fri Apr 21 15:06:40 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc : SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.133 51.54 ng 5785150  Chrysene-d12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 50
2 2-Methyl-4,4-diphenyl-3,4-dihydr... 298 C21H18N2 1000300-40-0 47
3 1,3-Cyclohexanedione, 2-[2-[4-(4... 401 C22H28FN303 339310-26-8 43
4 Indole, 5-(4-methylphenyl)-N-met... 221 C16H15N 1000380-54-7 43
5 Oxazole, 2,5-diphenyl- 221 C15H11INO 000092-71-7 43
Abundance Scan 2048 (14.133 min): BF132929.D\data.ms (-2044) (- m/z 221.20 100.00%
221.2
91.1
5000
143.1
— —
41.1 14.00 14.50
ol | Llogd [l 2831 33923854 . 91 16 57.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #118915: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-pheny
221.0
5000 —r— —
14.00 14.50
910 1430 m/z 119.10  45.84%
041\“‘0\\\‘\““\‘\“\\“‘\\‘\\“\
m/z--> 50 100 150 200 250 300 350 400
Abundance #197457: 2-Methyl-4,4-diphenyl-3,4-dihydro-quinazoline
221.0
—— —
14.00 14.50
5000 m/z 105.10 33.40%
77.0
143.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #302975: 1,3-Cyclohexanedione, 2-[2-[4-(4-fluorobenzoyl == —
221.0 14.00 14.50
m/z 143.05 30.54%
5000 123.0
(1420 820 | 1900 | 35,0401
e e e e —r— —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50

8270-BF041723.M Fri Apr 21 15:06:44 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc : SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 unknownl4.286 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.286  12.39 ng 1390360  Chrysene-d12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 52
2 1-(2-Hydroxy-5-methylphenyl)prop... 236 C13H2002Si 1000506-71-9 38
3 Indole, 5-(4-methylphenyl)-N-met... 221 C16H15N 1000380-54-7 38
4 1-(2-Hydroxy-4,5-dimethylphenyl)... 236 C13H2002Si 1000484-73-7 38
5 2-Methyl-4,4-diphenyl-3,4-dihydr... 298 C21H18N2 1000300-40-0 37

Abundance Scan 2074 (14.286 min): BF132929.D\data.ms (-2071) (- m/z 221.20 100.00%

221.2
91.1
5000
143.1
—r— —
41.1 ‘ ‘ 14.00 14.50
0b et d Loy L 306135434004 g1 10 52 43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #118914: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-pheny
221.0
5000 = —
143.0 14.00 14.50
91.0 m/z 119.10 45.22%
O \\3\9\‘0\\‘\ ‘\‘ ‘“H\h\“‘\ \“\‘\h\ hh “‘ \‘\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400

Abundance #118316: 1-(2-Hydroxy-5-methylphenyl)propan-1-one, T
221.0

—

=T
14.00 14.50

5000 ITI/Z 143.05 28.18%
75.0
H 165 0
oL Bt L
m/z--> 50 100 150 200 250 300 350 400
Abundance #100473: Indole, 5-(4-methylphenyl)-N-methyl- —r— —
221.0 14.00 14.50
m/z 105.10  26.08%
5000
110.0
0 63 0 \‘ \“ 165 O “‘ i
e L e B AL P =
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50

8270-BF041723.M Fri Apr 21 15:06:50 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc : SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.039 13.11 ng 942529  Perylene-di2 15.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
3 Tetracosane 338 C24H50 000646-31-1 96
4 Tricosane 324 C23H48 000638-67-5 93
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
Abundance Scan 2202 (15.039 min): BF132929.D\data.ms (-2199) (- m/z 57.10 100.00%
57.1
2000 JJ‘#
T T
‘ ‘ ‘ 16on 221 15.00
oL i 'M \_m_m‘“ 3083 3654 4264 ./, 43.10 61.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 —— :
15.00
m/z 71.10 60.34%
oLl \ | 113.0 169.0 2250 281.0 380.0
\\\‘\\\\’\\\1‘\1\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
T T
15.00
5000 m/z 85.10 44 ,31%
13.0 239.0
oL LU0 1690 P p0a0 320
m/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane T
57.0 15.00
m/z 55.10  21.55%
. %Nwﬁw“NM“J&”“www/Lw«
130
0 ! \‘ ‘\ h \‘ | 1690 2250 281.0 33\80
e “,‘H R o e P
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF041723.M Fri Apr 21 15:06:54 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc : SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 3-Bromobenzanthrone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.116 9.80 ng 704454  Perylene-di12 15.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Bromobenzanthrone 308 C17H9BroO 000081-96-9 94
2 9,10-Anthracenedione, 1,4-dichlo... 308 C14H6C1204 002832-30-6 35
3 2,2-Bis(p-methoxyphenyl)-1,1-dic... 308 C16H14C1202 002132-70-9 25
4 bis(4-Methoxyphenyl)(5-methyl-2-... 308 C20H2003 1000440-63-6 25
5 7-(Trifluoromethyl)-1,2,3,4-tetr... 201 C10OH10F3N 1000342-46-2 18
Abundance Scan 2215 (15.115 min): BF132929[ndMarns(2212)( m/z 308.00 100.00%
100.1
5000
— —
‘ 1500 | 58 1H 15.00 15.50
ob - 20RLL Pptl L 284 ) 3541 4155 ) 316.00  91.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209249: 3-Bromobenzanthrone
100.0 200.0 308.0
5000
15 00 15 50
155.0 m/z 200.10 84.70%
041'0 \‘\\1“‘\\\\‘\\H\\‘\‘\M\‘\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #208774: 9,10-Anthracenedione, 1,4-dichloro-5,8-dihydra
308.0
15 00 15 50
5000 m/z 100.10 70.63%
74.0 12|6'0 189.0 245.0
0 ‘2‘9‘-91\‘\“ I ‘\h‘u}m‘m\h\ I ‘m‘\lu‘.“‘lml\h bk b ‘\.‘u‘ Ly : “ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #208933: 2,2-Bis(p-methoxyphenyl)-1,1-dichloroethylene
308.0 15 00 15 50
m/z 201.10 62.35%
238.0
5000
152.0
fo ) “6‘3‘?“‘ ot T ‘N‘ Uh I J\‘“h L\‘u‘ “u‘ - L‘ -
m/z--> 50 100 150 200 250 300 350 400 15 00 15 50

8270-BF041723.M Fri Apr 21 15:06:56 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07

Misc

ALS vial : 17

Quant Method :
Quant Title

TIC Library
TIC Integratio

Sample Multiplier: 1

SPC-2WC-23-04-17

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13

R.T. Est
15.827 3.3
Hit# of 5

1 Hentriacont
2 Tricosane

3 Pentacosane
4 Heptadecane

Hentriacontane Concentration Rank 10
Conc Area Relative to ISTD R.T.
8 ng 242904  Perylene-di12 15.351
Tentative ID MW MolForm CAS# Qual
ane 437 C31H64 000630-04-6 98
324 (C23H48 000638-67-5 94
352 (C25H52 000629-99-2 90
» 3-methyl- 254 (C18H38 006418-44-6 90
394 C28H58 000630-02-4 90

5 Octacosane

Abundance Scan 2336 (15.827 min): BF132929.D\data.ms (-2333) (- m/z 57.10 100.00%
57.1
5000 J\#M/\/\M
1550 1600
13.1 . .
0 “ WL f2h2 2582 3272 38524343 s 1o 6 o7y
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320590: Hentriacontane
57.0
5000 — ——
15.50 16.00
m/z 71.10 59.45%
o i hH ?0 160.0 2250 3000 3650 436.0
\T!‘ \\‘\\\\‘\\\\‘!\\\‘\\Y\‘\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #229644: Tricosane
57.0
— ——
15.50 16.00
5000 ITI/Z 85.10 43.69%
0 324.0
| ‘ 169.0 267.0
0"N‘uhhhwﬂﬂﬂuhhu4um¢‘h‘w“‘w““_“‘,u
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262011: Pentacosane “ —
57.0 15.50 16.00
m/z 55.10 21.85%
5000 W
H““““““‘w T e I — ——
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00

8270-BF041723.M

Fri Apr 21 15:06:57 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc : SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 unknownl6.762 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.762  20.00 ng 1438020  Perylene-di12 15.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,4''-Dibromo-p-terphenyl 386 C18H12Br2 017788-94-2 45
2 5,5'-Dibromo-2,2"'-dimethoxydiphe... 386 C14H12Br203 1000318-04-9 43
3 2-Chloro-5-[(3,5-dimethylpiperid... 445 C20H32C1NO4SSi 1000504-69-0 27
4 Ethoxyfluorescein ethyl ester 388 C24H2005 087569-96-8 14
5 1H,2H,3H,4H-Pyrido[2,1-b]quinazo... 200 C12H12N20 025816-55-1 14

Abundance Scan 2495 (16.762 min): BF132929.D\data.ms (-2489) (- m/z 200.10 100.00%

20p.1 388.0
100.1
5000
279.1 16 50 17 OO
L CT R Tr’fu WA 3832) | 4415 n; 388,00 84.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #292144: 4,4"-Dibromo-p-terphenyl
388.0
5000 T
16 50 17.00
113.0 226.0 m/z 100.05 54.55%
0 51.0 . h m \Ou ‘H 308 0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #291964: 5,5'-Dibromo-2,2'-dimethoxydiphenyl ether
388.0
—
16 50 17.00
5000 ITI/Z 386.0 43.87%
294.0
63.0 H
Ol iy \‘ ‘\‘I‘M‘ ‘M‘ ‘\‘n 1” H‘ \!‘ ‘\‘M .2‘3‘5‘ ‘p‘\ o \ 4 ‘m‘ R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #323919: 2-Chloro-5-[(3,5-dimethylpiperidin-1-yl)sulfonyl] =
388.0 16 50 17.00
m/z 390.00 41.51%
5000
o 420 900380 2120 2770 3400 | 4440
—— e e —
m/z--> 50 100 150 200 250 300 350 400 450 16 50 17.00

8270-BF041723.M Fri Apr 21 15:06:59 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acq On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc SPC-2WC-23-04-17

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 (E)-2-Hydroxy-4'-cyano-stil... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.768 44.01 ng 3164540  Perylene-d12 15.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-2-Hydroxy-4'-cyano-stilbene 221 C15H11NO 1000147-85-5 64
2 Acetic acid, 2-(pyridin-2-ylamin... 234 C13H18N202 1000185-40-1 42
3 Indole, 5-(4-methylphenyl)-N-met... 221 C16H15N 1000380-54-7 30
4 Benzhydrazide, 4-methyl-N2-metho... 222 C11H14N203 346456-58-4 27
5 .alpha.,.alpha.-DIMETHYLBENZYL I... 206 C13H1802 1000429-51-9 25

Abundance Scan 2666 (17.768 min): BF132929.D\data.ms (-2658) (- m/z 119.10 100.00%

119.1
221.2
5000

411 1 17.50 18.00
Ot L A66L 4 |1 287.3 348.3 404.3454. ) 221.20  78.49%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #100431: (E)-2-Hydroxy-4'-cyano-stilbene
221.0
5000 T
17.50 18.00

m/z 91.10  44.00%

165.0
O\\\‘\\\\‘\\\\“\‘h\h\m‘” \\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115882: Acetic acid, 2-(pyridin-2-ylamino)cyclohexyl est
119.0
17 50 18 00
5000 ITI/Z 143.05 22.08%
173.0
430 H 234 0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #100473: Indole, 5-(4-methylphenyl)-N-methyl- —
221.0 17 50 18.00

m/z 105.10  21.48%

5000
110.0

ot e
m/z--> 50 100 150 200 250 300 350 400 450 17.50 18.00

8270-BF041723.M Fri Apr 21 15:07:01 2023 Page: 18



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132929.D

Acqg On : 20 Apr 2023 00:17

Operator : CG\JU

Sample : 02390-07 :
Misc : SPC-2WC-23-04-17

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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|
2-Pentanone, 4-... 4.957 3.0 ng 254978 1 6.763 1686750 20.0
Benzophenone 10.510 3.2 ng 415171 3 9.798 2573000 20.0
n-Hexadecanoic ... 11.822 7.3 ng 919652 4 11.280 2501360 20.0
Biphenyl, 2,4,4... 11.898 2.2 ng 272634 4 11.280 2501360 20.0
9,10-Anthracene... 12.092 2.3 ng 292396 4 11.280 2501360 20.0
1,1'-Biphenyl, ... 12.598 2.7 ng 335079 4 11.280 2501360 20.0
1-Tricosene 13.780 6.9 ng 779161 5 13.916 2244700 20.0
7H-Benz[de]anth... 14.057 6.7 ng 748331 5 13.916 2244700 20.0
1H-Indene, 2,3-... 14.133 51.5 ng 5785150 5 13.916 2244700 20.0
unknown14.286 14.286 12.4 ng 1390360 5 13.916 2244700 20.0
Heptacosane 15.039 13.1 ng 942529 6 15.351 1438010 20.0
3-Bromobenzanth... 15.116 9.8 ng 704454 6 15.351 1438010 20.0
Hentriacontane 15.827 3.4 ng 242904 6 15.351 1438010 20.0
unknownl16.762 16.762 20.0 ng 1438020 6 15.351 1438010 20.0
(E)-2-Hydroxy-4... 17.768 44.0 ng 3164540 6 15.351 1438010 20.0
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