LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP0@9681.D

Acqg On : 04 Apr 2022 16:26

Operator : CG/JU

Sample : N2207-05 :

Misc : 20220349-AMENDED-096-21-01

ALS Vvial : 11 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-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9681.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.869 313 320 335 rBV 5861621 9645891 92.21% 15.207%
2 5.340 393 400 419 rBV 1052617 1949820 18.64% 3.074%
3  6.922 659 669 682 rBV 1552547 3015402 28.83% 4.754%
4 7.028 682 687 699 rVvB 121039 236275 2.26% 0.373%
5 7.722 797 805 814 rBV 759273 1371796 13.11% 2.163%

6 8.887 989 1003 1021 rBV 1882008 3728403 35.64%
7 9.228 1053 1061 1073 rBV 684940 1352554 12.93%
8 10.516 1272 1280 1296 rBV 983624 1884752 18.02%
9 12.992 1693 1701 1715 rBV 4722576 7750178 74.09% 12.
10 13.398 1764 1770 1782 rVB 65428 133601 1.28%
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11 14.269 1910 1918 1927 rBV6 53576 156156 1.49%
12 14.375 1929 1936 1956 rVB 1537258 2515281 24.04%
13 15.398 2099 2110 2121 rVB2 59504 201033 1.92%
14 15.881 2186 2192 2212 rVB 1281348 2246365 21.47%
15 16.098 2223 2229 2240 rVB 104182 199426 1.91%
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16 16.910 2360 2367 2377 rVB4 86884 190695 1.82%
17 17.139 2400 2406 2421 rBV 1857942 2994077 28.62%
18 17.827 2519 2523 2528 rBV 99317 131149 1.25%
19 18.051 2557 2561 2569 rBV 109981 193883 1.85%
20 19.722 2840 2845 2860 rBV 7669255 10461024 100.00% 16.

(ORI
~
N
[
R

[}
IS
©
N
R

21 20.974 3054 3058 3068 rBV 960529 1367074 13.07%
22 21.263 3102 3107 3116 rBV 2563400 3457744 33.05%
23 21.374 3121 3126 3143 rVV 2974450 4596049 43.93%
24 23.633 3504 3510 3525 rVB2 1575853 3650887 34.90%
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Sum of corrected areas: 63429515
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP@@9681.D

Acqg On : 04 Apr 2022 16:26

Operator : CG/JU

Sample : N2207-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP009681.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP0@9681.D

Acqg On : 04 Apr 2022 16:26

Operator : CG/JU

Sample : N2207-05 :

Misc : 20220349-AMENDED-096-21-01

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.869 140.63 ng 9645890 1,4-Dichlorobenzene-d4 7.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
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-o0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 320 (4.869 min): BP009681.D\data.ms (-313) (-) m/z 43.00 100.00%

43.0
5000
101.0

J ‘ 4.60 4.80 5.00 5.20
Ll

ohodd iy 20702700  3642427.0485353F /) 5o 0 6a.42%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.60 4.80 5.00 5.20
101.0 m/z 100.95  25.94%
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

4.60 4.80 5.00 5.20

5000 m/z 58.00 16.26%
126.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime o ARRREEEEE LT
43.0 4.60 4.80 5.00 5.20

m/z 41.05 9.28%

5000
101.0
0 J M \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP0@9681.D

Acqg On : 04 Apr 2022 16:26

Operator : CG/JU

Sample : N2207-05 :

Misc : 20220349-AMENDED-096-21-01

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Propan-2-ol, 1-(2-methyl-4-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.028 3.44 ng 236275 1,4-Dichlorobenzene-d4 7.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propan-2-0l, 1-(2-methyl-4-nitro... 300 C12H20N403S 306326-24-9 50
2 (R)-1-Ethyl-2-pyrrolidinecarboxa... 142 C7H14N20 1000237-69-9 50
3 3H-Pyrazole, 3,4-diamino- 98 C3H6N4 1000288-40-0 47
4 Piperidine, 1,1'-methylenebis- 182 C11H22N2 000880-09-1 42
5 N-[4-(Chloro-difluoro-methoxy)-p... 318 C14H17C1F2N202 1000296-49-4 40

Abundance Scan 687 (7.028 min): BP009681.D\data.ms (-682) (-) m/z 98.05 100.00%

98.0
5000 M
PR R e
4q.0 6.80 7.00 7.20 7.40
Ol ks 189:1221.0280.9 355.04150477.1536.9  p/z 71.85  28.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198703: Propan-2-ol, 1-(2-methyl-4-nitroimidazol-5-ylthit
98.0
5000 L B I L L
6.80 7.00 7.20 7.40
m/z 70.00 15.58%
0 3‘%‘&”\ .| 157.0 2560
‘\\\\IWIWT‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22527: (R)-1-Ethyl-2-pyrrolidinecarboxamide
98.0
e e AR
6.80 7.00 7.20 7.40
5000 m/z 42.00 12.56%
28.0
] R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3398: 3H-Pyrazole, 3,4-diamino- R e ERARNEEREN RN
98.0 6.80 7.00 7.20 7.40
m/z 97.00 9.16%
5000
40.0
0 | “ I ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\

Data File : BP@@9681.D

Acqg On : 04 Apr 2022 16:26

Operator : CG/JU

Sample : N2207-05 :

Misc 20220349-AMENDED-096-21-01
ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
: 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 unknown9.228 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.228 14.35 ng 1352550  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenediol, 4-methyl- 124 C7H802 000452-86-8 45
2 Benzene 78 C6H6 000071-43-2 9
3 Fumaronitrile 78 C4H2N2 000764-42-1 9
4 1,2,4-Trithiolane 124 C2H4S3 000289-16-7 9
5 Propanedinitrile, methylene- 78 C4H2N2 000922-64-5 7

Abundance Scan 1061 (9.228 min): BP009681.D\data.ms (-1053) (-) m/z 123.90 100.00%

123.9
45.0
5000
A RAREEEESE
l 9.00 9.20 9.40 9.60
obrrddid L 207.92669 35514148 5013  n/z 77.90  89.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11925: 1,2-Benzenediol, 4-methyl-
124.0
5000 L B I I LR L
9.00 9.20 9.40 9.60
51.0 m/z 45.00  59.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1166: Benzene
78.0
R o N S R R a
9.00 9.20 9.40 9.60
5000 m/z 46.00 26.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 i
Abundance #1162: Fumaronitrile R ABRNRERRE RS
78.0 9.00 9.20 9.40 9.60
m/z 60.00 20.20%
5000 ]X
Y AT T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP0@9681.D

Acqg On : 04 Apr 2022 16:26

Operator : CG/JU

Sample : N2207-05 :

Misc : 20220349-AMENDED-096-21-01

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 E-14-Hexadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.974 7.91 ng 1367070  Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Cyclohexadecane 224 C16H32 000295-65-8 94
4 Cyclopentadecane 210 C15H30 000295-48-7 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94

Abundance Scan 3058 (20.974 min): BPO09681.D\data.ms (-3054) (-  m/z 83.05 100.00%
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o ‘u“‘mfm“2_2‘2”1‘w_?’42_1”““15‘9?‘7‘5”1‘%5‘1‘ m/z 57.10  97.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121278: E-14-Hexadecenal
43.0
5000 LA
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m/z 55.05 95.02%
0 ‘ M 18002380
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Abundance #215083: 1-Heneicosano
55.0
——
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5000 ITI/Z 69.05 93.22%

5.0
h\ | { ‘ il ‘\ I .196-0 266.0
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Abundance #104594: Cyclohexadecane
53.0 21.00
m/z 43.05 92.54%
5000
‘ {lh 220
o"‘Hpw‘kuH‘mHH‘HH_m‘wwww e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP0@9681.D

Acqg On : 04 Apr 2022 16:26

Operator : CG/JU

Sample : N2207-05 :

Misc : 20220349-AMENDED-096-21-01

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.374 26.58 ng 4596050 Chrysene-di12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# 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 42
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 23

5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 17

Abundance Scan 3126 (21.374 min): BP009681.D\data.ms (-3121) (- m/z 277.10 100.00%

277.1
5000
77.0 201.0 — =
\ ‘H 21.00 21.50
Orrrrrbb 2390, | | 8581 42904911 1.5 378,10 32.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — =
21.00 21.50
77.0 199.0 m/z 77.00  22.00%
14.0 ‘ ‘
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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
21.00 21.50
5000 m/z 201.00  20.54%

77.0 183.0

J L HﬂLH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy — =
277.0 21.00 21.50

m/z 199.00 20.51%
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP031722.M Tue Apr 05 17:53:31 2022 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\

Data File : BP©@9681.D

Acqg On : 04 Apr 2022 16:26
Operator : CG/JU

Sample : N2207-05

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
RT Resp Conc|

7.722 1371800
7.722 1371800
10.516 1884750
21.263 3457740

20220349-AMENDED-096-21-01

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 4.869 140.6 ng 9645890 1
Propan-2-ol, 1-... 7.028 3.4 ng 236275 1
unknown9.228 9.228 14.4 ng 1352550 2
E-14-Hexadecenal 20.974 7.9 ng 1367070 5
Triphenylphosph... 21.374 26.6 ng 4596050 5
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