LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13854.D

Acq On : 17 Feb 2023 20:15
Operator : CG/JU

Sample : 01586-01

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

Signal : TIC: BPO13854.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.934 123 127 133 rVB 66976 89730 1.70% 0.233%
2 4.564 228 234 248 rBV 3657109 4971015 94.37% 12.884%
3 5.181 331 339 350 rBV 3581576 5267774 100.00% 13.654%
4 5.646 411 418 424 rBV 54791 85096 1.62% 0.221%
5 7.258 685 692 708 rVB 679741 1097604 20.84% 2.845%
6 8.111 827 837 844 rBV 533379 867109 16.46% 2.247%
7 9.281 1028 1036 1043 rBV 712608 1157397 21.97% 3.000%
8 10.934 1300 1317 1323 rBV 671669 1148278 21.80% 2.976%
9 10.987 1323 1326 1333 rVB 45787 71783 1.36% 0.186%
10 12.581 1588 1597 1602 rVB 31489 56774 1.08% 0.147%
11 13.369 1722 1731 1738 rBV 2044831 2958678 56.17% 7.669%
12 14.746 1953 1965 1971 rBV 1126644 1693427 32.15% 4.389%
13 14.810 1971 1976 1983 rVB 55508 90182 1.71% 0.234%
14 15.140 2027 2032 2038 rVB2 41813 65048 1.23% 0.169%
15 15.569 2101 2105 2110 rVB2 44791 61013 1.16% ©.158%
16 16.098 2189 2195 2203 rVB 168458 247076 4.69% 0.640%
17 16.440 2248 2253 2254 rBV 50878 68309 1.30% 0.177%
18 17.234 2384 2388 2393 rBV3 62629 90160 1.71% 0.234%
19 17.498 2427 2433 2437 rBV 1481448 2124504 40.33% 5.506%
20 17.540 2437 2440 2448 rVWV 351926 551273 10.47% 1.429%
21 17.634 2452 2456 2460 rVB 70366 101851 1.93% 0.264%
22 17.969 2510 2513 2516 rVB 52616 57150 1.08% 0.148%
23 18.351 2574 2578 2583 rBV2 141441 210024 3.99% 0.544%
24 18.404 2584 2587 2590 rVB 65790 84631 1.61% 0.219%
25 18.545 2607 2611 2614 rBV2 60691 98511 1.87% ©.255%
26 18.634 2623 2626 2631 rBV 58652 79214  1.50% 205%

27 19.239 2726 2729 2733 rVB 102824 120032  2.28%
28 19.492 2768 2772 2778 rVB 683622 842430 15.99%
29 19.798 2821 2824 2828 rBV2 124428 227801 4.32%
30 19.845 2828 2832 2839 rVB 639405 860299 16.33%

NONMNOO
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R

31 20.034 2859 2864 2869 rBV 3865549 4895538 92.93% 12.
32 20.316 2909 2912 2917 rVB2 201133 263284 5.00%
33 21.251 3067 3071 3076 rBV2 543844 687566 13.05%
34 21.580 3121 3127 3131 rBV2 1736097 2776799 52.71%
35 21.698 3142 3147 3153 rBV 1368943 2178306 41.35%

VNP, ON
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36 24.139 3557 3562 3569 rVB2 1187114 2336169 44.35%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13854.D

Acqg On : 17 Feb 2023 20:15
Operator : CG/JU

Sample : 01586-01

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 P\Methods\8270E-BP021623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 38581835

8270E-BP021623.M Mon Feb 20 12:23:45 2023 Pa 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13854.D

Acq On : 17 Feb 2023 20:15
Operator : CG/JU

Sample : 01586-01

Misc

ALS Vial : 18 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

Abundance TIC: BP013854.D\data.ms
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B 3.934 L 5.646 10987
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Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP013854.D\data.ms

20.034
4000000

3500000

3000000

2500000

13.369
2000000

17.498
1500000

14.746 19.4949.844

1000000

20.316
500000 16.09 175540 91
12.581 14|8105.14015.569 %6.440 17.2341%.6347.96
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Time--> 12.00 1250 13.00 1350 14.00 14,50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP013854.D\data.ms
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8270E-BP021623.M Mon Feb 20 12:23:45 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13854.D

Acq On : 17 Feb 2023 20:15
Operator : CG/JU

Sample : 01586-01

Misc

ALS Vial : 18 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 unknown3.934 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.934 2.07 ng 89730  1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Hexen-2-one 98 C6H100 000109-49-9 43
2 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 43
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 25
4 2-Vinylethyl acetate 114 C6H1002 001576-84-7 23
5 2,4-Pentanedione, 3-methyl- 114 C6H1002 000815-57-6 9
Abundance Scan 127 (3.934 min): BP013854.D\data.ms (-123) (-) m/z 43.00 100.00%
3.0

%3

5000
R BRI
]l 3.60 3.80 4.00 4.20
Ol 1029 2070 2821 355.0418.1476.05355 ./, g3 00  14.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3549: 5-Hexen-2-one
43.0
5000 u‘uu‘uu‘uu,u’\hﬂ”’
3.60 3.80 4.00 4.20
m/z 39.00 11.42%
O‘\J\MJ\J‘JT[“\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
AR e
3.60 3.80 4.00 4.20
5000 m/z 54.95 7.11%
O SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3626: 4-Penten-2-one, 3-methyl- ERARERES ST
43.0 3.60 3.80 4.00 4.20
m/z 41.05 5.62%
B W
O‘H‘H"\m“WH‘HHW‘WH“m‘WH‘HHWHW‘W N RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13854.D

Acq On : 17 Feb 2023 20:15
Operator : CG/JU

Sample : 01586-01

Misc

ALS Vial : 18 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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.564 114.66 ng 4971020  1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
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): BP013854.D\data.ms (-228) (-) m/z 82.95 100.00%
3.0
5000

IRMMBNEEES K V-
4.20 4.40 4.60 4.80
i 193.0  282.9 346.6404.8 467.8526.1

0 et T T T e T e T m/z 55.05 78.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 L L N B LA LN

4.20 4.40 4.60 4.80
m/z 98.05 34.75%

|

O‘\\\’\\‘\\“\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
55.0
L AREEEaREE S
4.20 4.40 4.60 4.80
5000 m/z 43.00 31.11%
0
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- T
83.0 4.20 4.40 4.60 4.80
m/z 39.00 23.41%
5000

15%
0 l J ”\

A Hele R RAARREREES R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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@13854.D

Acq On : 17 Feb 2023 20:15
Operator : CG/JU

Sample : 01586-01

Misc

ALS Vial : 18 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.181 121.50 ng 5267770  1,4-Dichlorobenzene-d4 8.111

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 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 339 (5.181 min): BP013854.D\data.ms (-331) (-) m/z 43.00 100.00%
5000
101.0
T
‘ ‘ 4.80 5.00 5.20 5.40 5.60
ol 165:0 2671 341.04015466.45244 1/ s59.05  65.78%
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 T[T T T[T T [TTTT [T

4.80 5.00 5.20 5.40 5.60
m/z 101.00 26.53%

101.0

O‘ ‘“L%"\\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 RamaE e RaARRREESE
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 16.22%
126.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime T
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 9.51%
5000
101.0
Ol e e e SR S

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@13854.D

Acq On : 17 Feb 2023 20:15
Operator : CG/JU

Sample : 01586-01

Misc

ALS Vial : 18 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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.098 2.92 ng 247076  Acenaphthene-di0 14.746
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
3 Azobenzene 182 C12H1eN2 000103-33-3 59
4 1,2,4-Triazolo[4,3-b]pyridazine,... 182 C7H7CIN4 028593-26-2 38
5 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 35

Abundance Scan 2195 (16.098 min): BP013854.D\data.ms (-2189) (- m/z 104.95 100.00%

105.0
182.1
5000

T
16 00 16.50

39.
b P ] 2669 34314007 48855461 .., 77 00  65.11%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 — —
182.0 16.00 16.50

m/z 182.05 58.94%

O 27\.01 Jl A ‘

\\\1[f\\f‘\\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

T T
16.00 16.50

5000 182.0 m/z 50.95 22.68%
324
0*‘“\*“*m*HT*J*w*H\*H*M*H\*H*M*H\*H*M*H\* MMMMMMANJ\WMM%MNWA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56777: Azobenzene
77.0 1600 1650

m/z 181.10  10.37%

182.0
5000
ol

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600 1650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13854.D

Acq On : 17 Feb 2023 20:15
Operator : CG/JU

Sample : 01586-01

Misc

ALS Vial : 18 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 5 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.251 4.95 ng 687566  Chrysene-d12 21.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
2 Hexadecane 226 C1l6H34 000544-76-3 81
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 78
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 70
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 70

Abundance Scan 3071 (21.251 min): BP013854.D\data.ms (-3067) (- m/z 57.10 100.00%
1

57
5000

228.1 — —
7.1 341.0 434.4 5155 21.00 2150
Ol g S AR O, M/Z 43.10 72.64%
m/z--> 0 50 100150200250 300 350400450500550600650
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 e —
21.00 21.50

m/z 71.10 69.17%

oL 1#5015602600
’\H[HHWWHT"\H\‘HH[\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH’H
m/z--> 0 50 100150200 250300350400 450500550600 650
Abundance #107219: Hexadecane

57.0

T
21.00 21.50

5000 m/z 55.05 57.21%
| H?.o 226.0 j\‘{JLwJ\
O bbbt e e
m/z--> 0 50 100150200250 300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester — T
57.0 21.00 21.50

m/z 83.10 54.13%

200 J'M

252.0

0 ) ™ 369.0 648.!
A SRR RIS R et

T T
m/z--> 0 50 100150200250 300 350400 450500550600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13854.D

Acq On : 17 Feb 2023 20:15
Operator : CG/JU

Sample : 01586-01

Misc

ALS Vial : 18 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 15.69 ng 2178310  Chrysene-d12 21.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 40
3 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 25
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 23
5 [1,2,4]Triazolo[1,5-a]pyrimidine... 278 C15H14N6 1000350-69-0 23

Abundance Scan 3147 (21.698 min): BP013854.D\data.ms (-3142) (-] ' m/z 277.10 100.00%

277.1
5000
77.0 199.0 — —
’ 1390 \H 21.50 22.00
O tfbii A0 L 8531 43818005  y/; 278.10  32.97%
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 — i
2150 2200
m/z 199.00 19.36%
‘ 128.
O‘\‘\ML’M\“\I\\“\\l\m\“\““\\“\\\[\\1\‘1\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo
277.0

—H—

T
21.50 22.00

5000 m/z 201.00  19.16%

195.0

510 1360 |
TR |

m/z--> (5 5’0 160 l.."")O 260 25‘0 360 3%0 460 4%0 560 5%0

Abundance #169620: 5-Methyl-8-phenylfuro[3',2":5,6]pyrido[4,3-d]pyri ‘ ‘ —
277.0 21.50 22.00

m/z 77.00 17.43%

o

—

5000

‘ \7‘7\0 139.0
Il

) I SO DA/ B == —

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@13854.D

Acqg On : 17 Feb 2023 20:15
Operator : CG/JU

Sample : 01586-01

Misc

ALS vial : 18 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|
unknown3.934 3.934 2.1 ng 89730 1 8.111 867109 20.0
3-Penten-2-one,... 4.564 114.7 ng 4971020 1 8.111 867109 20.0
2-Pentanone, 4-... 5.181 121.5 ng 5267776 1 8.111 867109 20.0
Benzophenone 16.098 2.9 ng 247076 3 14.746 1693430 20.0
Trifluoroacetox... 21.251 5.0 ng 687566 5 21.581 2776800 20.0
Triphenylphosph... 21.698 15.7 ng 2178310 5 21.581 2776800 20.0
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