LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13855.D

Acq On : 17 Feb 2023 20:50
Operator : CG/JU

Sample : 01586-03

Misc :

ALS Vvial : 19 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 P\Methods\8270E-BP021623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13855.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.940 123 128 134 rBV 77115 98446 1.65% 0.215%
2 4.564 228 234 249 rBV 4165502 5742027 96.50% 12.537%
3 5.187 331 340 352 rBV 3307211 4960171 83.36% 10.830%
4 5.646 413 418 425 rBV 58377 91753 1.54% 0.200%
5 7.258 683 692 709 rBV 828509 1362036 22.89% 2.974%

6 8.110 825 837 844 rBV 638882 1016251 17.08% 2.219%
7 8.769 942 949 958 rBV 44871 80476 1.35% 0.176%
8 9.281 1029 1036 1051 rBV 1031480 1700366 28.58% 3.712%
9 10.934 1311 1317 1324 rBV 832831 1391924 23.39% 3.039%
10 13.369 1723 1731 1742 rBV 2826761 4126744 69.35% 9.010%
11 14.745 1955 1965 1972 rBV 1336690 1986758 33.39% 4.338%
12 14.810 1972 1976 1981 rVB 53563 83708 1.41% ©.183%
13 15.139 2027 2032 2040 rVB2 42769 67072 1.13% 0.146%
14 16.098 2190 2195 2203 rVB 259527 355182 5.97% ©.775%
15 16.439 2248 2253 2255 rBV2 52648 85821 1.44% ©.187%
16 17.233 2385 2388 2393 rBv4 68947 90473 1.52% 198%

17 17.498 2427 2433 2437 rBV 1710518 2451251 41.19%
18 17.545 2437 2441 2448 rVV 569247 873559 14.68%
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19 17.633 2452 2456 2460 rVB 132257 182426 3.07% 398%
20 17.898 2497 2501 2509 rVB 54587 88818  1.49% 194%
21 18.351 2574 2578 2583 rBV2 176543 274661 4.62% ©.600%
22 18.404 2583 2587 2594 rVB2 137530 197725 3.32% 0.432%
23 18.545 2606 2611 2614 rBV2 122391 217585 3.66% ©.475%
24 19.239 2726 2729 2734 rVB 113074 126672 2.13% 0.277%
25 19.492 2767 2772 2777 rBV 1275363 1647056 27.68%  3.596%

26 19.845 2828 2832 2840 rVB 1075443 1451354 24.39%
27 20.033 2859 2864 2869 rBV 4992841 5950426 100.00% 12.
28 21.251 3068 3071 3076 rVB2 631334 731191 12.29%
29 21.580 3121 3127 3131 rBV3 1945814 3312548 55.67%
30 21.621 3131 3134 3140 rVB 530855 698202 11.73%
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31 21.698 3143 3147 3153 rBV 1326054 1909159 32.08%
32 24.139 3558 3562 3570 rVB2 1219435 2449720 41.17%  5.349%
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Sum of corrected areas: 45801561
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Data Path :

Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\

: BP013855.D

: 17 Feb 2023 20:50
: CG/JU

: 01586-03

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13855.D

Acq On : 17 Feb 2023 20:50
Operator : CG/JU

Sample : 01586-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.564 113.00 ng 5742030 1,4-Dichlorobenzene-d4 8.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 234 (4.564 min): BP013855.D\data.ms (-228) (-) m/z 82.95 100.00%

83.0
5000

4.20 4.40 4.60 4.80

1929 267.1 357.0419.7479.5539.3

O A et T T T T T T T T m/z 55.05 78.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 L L LR B R R

4.20 4.40 4.60 4.80
m/z 98.05 33.98%

0 ”n |

‘\\‘\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3553: 3-Hexen-2-one
55.0
R EERAREEEREESEEE
4.20 4.40 4.60 4.80
5000 ITI/Z 43.00 31.06%
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- T
83.0 4.20 4.40 4.60 4.80
m/z 39.00 24.53%
5000
0_lmMm_‘H,‘m,mwHH‘HH_m_m‘mwmm e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13855.D

Acq On : 17 Feb 2023 20:50
Operator : CG/JU

Sample : 01586-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.187 97.62 ng 4960170  1,4-Dichlorobenzene-d4 8.110

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 340 (5.187 min): BP013855.D\data.ms (-331) (-) m/z 42.95 100.00%
5000
101.1

| | 4.805.00 5.20 5.40 5.60
ol 162.7222.0281.8  369.2429.8488.0546 1/ 58.95  65.62%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T rrrrrt

4.80 5.00 5.20 5.40 5.60
m/z 101.05 27.16%

101.0

0 ‘“r‘%"H‘\“HH’\H\‘HH’\H\‘\H\‘HH‘\H\‘H\\‘HH‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
R RRAARRRERREEA
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 16.49%
126.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime R I R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 9.70%
5000
101.0
Ol e e . | U —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13855.D

Acq On : 17 Feb 2023 20:50
Operator : CG/JU

Sample : 01586-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.098 3.58 ng 355182  Acenaphthene-di0 14.745
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
31,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
4 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 45
5 Benzenamine, N-(3-pyridinylmethy... 182 C12H1@N2 029722-97-2 42
Abundance Scan 2195 (16.098 min): BP013855.D\data.ms (-2190) (- m/z 105.00 100.00%
105.0
182.1
5000
— —
39 16.00 16.50
opobd L A 2648 35614145 48365491 /72 77.00  64.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 —tr —
182.0 16.00 16.50
m/z 182.10  56.32%
27.0 il " \
O \\‘\1r\\\1‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
— —
16.00 16.50
m/z 50.95 22.54%
5000 182.0
28.0
(1 S S I . R —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl- == =
105.0 16.00 16.50
m/z 180.95 9.14%
5000 182.0
324 || |
Ot b e e e o=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP021623.M Mon Feb 20 12:24:28 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13855.D

Acq On : 17 Feb 2023 20:50
Operator : CG/JU

Sample : 01586-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 1H-Cyclopropa[l]phenanthren... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.351 2.24 ng 274661  Phenanthrene-di0 17.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 90
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
Abundance Scan 2578 (18.351 min): BP013855.D\data.ms (-2574) (- m/z 192.05 100.00%
192.1
5000{ 73.0 M
\ 1800 1850
0 Jl\,MHMQ-%,M..\ L2503 328.3386.94481 5124 12 10110 s56.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67054: 1H-Cyclopropal[l]phenanthrene,1a,9b-dihydro-
192.0
5000 = ——
18.00 18.50
m/z 72.95  44.45%
96.0
39.0
O\\\\‘\‘\\‘\‘I‘\\\‘\‘l\l\‘Wl‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
— ——
18.00 18.50
5000 m/z 189.05 33.20%
510 115.0
0 ettt peteed e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67025: Anthracene, 2-methyl- 7= T
192.0 18.00 18.50
m/z 60.00  32.92%
5000
8.0 96.0
) e — pEve
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13855.D

Acq On : 17 Feb 2023 20:50
Operator : CG/JU

Sample : 01586-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.251 4.41 ng 731191  Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 Cyclohexadecane 224 C16H32 000295-65-8 89
4 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87

Abundance Scan 3071 (21.251 min): BP013855.D\data.ms (-3068) (- m/z 57.10 100.00%
57.1

228.1

—
J . 205 1 21.00 21.50
ob kbbb h gk 2981 3752 45425181 0 4310 76.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0

5000
J

5000 — ——
21.00 21.50
125.0 m/z 71.10 65.13%
\1‘\ II I |1960 29\40
O‘\\\’\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
—— —
21.00 21.50
5000 m/z 83.10 61.52%
29.0
0 J‘ iy ) ‘\ ,I16.80 266.0
e
0 50 100 150 200 250 300 350 400 450 500 550

m/z-->
Abundance #104594: Cyclohexadecane T ‘
55.0 21.00 21.50

m/z 55.10  59.04%

5000 VMM/AMJﬁwakV“NAwWWMAM
H

o,’ﬂ%“ 224.0

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13855.D

Acq On : 17 Feb 2023 20:50
Operator : CG/JU

Sample : 01586-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.698 11.53 ng 1909160  Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 32
4 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 25
5 [1,2,4]Triazolo[1,5-a]pyrimidine... 278 C15H14N6 1000350-69-0 23

Abundance Scan 3147 (21.698 min): BP013855.D\data.ms (-3143) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0 —— —
‘ ” ‘ H 21.50 22.00
O i MHLLE 3851 4523 5343 ., 578 10 33.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 = T
21.50 22.00
m/z 199.00 20.61%
‘ 128.
0 Hl\ml\ Hmh.lw” \

‘\\\\’\\\\‘\\\\‘\\\\ LA B R B B R R I LR R B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

—

T
21.50 22.00

5000 m/z 201.10  19.17%
77.0

183.0

v\““"}\“l‘ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (trlphenylphosphoranylldene)hy : : ]

277. 21.50 22.00

m/z 183.00  18.04%

o

%

5000

7.0 183. 0
i

—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13855.D

Acqg On : 17 Feb 2023 20:50
Operator : CG/JU

Sample : 01586-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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|
3-Penten-2-one, ... 4.564 113.0 ng 5742030 1 8.110 1016250 20.0
2-Pentanone, 4-... 5.187 97.6 ng 4960170 1 8.110 1016250 20.0
Benzophenone 16.098 3.6 ng 355182 3 14.745 1986760 20.0
1H-Cyclopropa[l... 18.351 2.2 ng 274661 4 17.498 2451250 20.0
1-Heneicosyl fo... 21.251 4.4 ng 731191 5 21.580 3312550 20.0
Triphenylphosph... 21.698 11.5 ng 1909160 5 21.580 3312550 20.0
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