LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011589.D

Acqg On : 26 Aug 2022 20:58
Operator : CG/JU

Sample : N4355-03

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-BP082622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@11589.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.699 286 291 301 rVB 156051 220237 1.48% 0.483%
2 5.146 361 367 377 rBV 1065282 1613057 10.81% 3.538%
3 6.734 631 637 651 rVB 753857 1187059 7.95% 2.603%
4 7.540 766 774 783 rBV 337807 538177 3.61% 1.180%
5 8.640 955 961 966 rBV 107695 172973 1.16% 0.379%

6 8.711 966 973 982 rVB2 1424997 2368052 15.87% 5
7 9.728 1137 1146 1154 rVB2 144506 276387 1.85% ©.606%
8 10.328 1241 1248 1253 rBV 474020 771512 5.17% 1
9 12.828 1663 1673 1680 rBV 3230271 4562966 30.57% 10.007%
10 14.216 1902 1909 1915 rBV 724293 1081853 7.25%  2.373%

11 15.722 2158 2165 2173 rBV 3402242 4642858 31.11% 10.182%
12 16.987 2374 2380 2385 rBV 983250 1375949 9.22%  3.018%
13 17.910 2532 2537 2545 rBV 106455 178108 1.19% 0.391%
14 19.586 2816 2822 2827 rBV 6663110 7700220 51.59% 16.887%
15 20.845 3033 3036 3043 rVB2 192122 255238 1.71% ©.560%

16 21.110 3077 3081 3086 rBV 1473826 1741383 11.67% 3.819%
17 21.257 3099 3106 3123 rBV 10457113 14924665 100.00% 32.731%
18 23.398 3464 3470 3477 rVB2 1033397 1986663 13.31% 4.357%

Sum of corrected areas: 45597357

8270E-BP082622.M Wed Aug 31 04:34:54 2022 Pa 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Aug 2022 20:58
: CG/IU
: N4355-03

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
BP911589.D

: 18 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BP011589.D\data.ms

8.711

1%40 8.640 0.728 10.328

5.146 6.734

4.699

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BP011589.D\data.ms

19.586

12.828 15.722

16.987

14.ﬁ16 L 17-@'___,_JLM

0
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1le+07

8000000

6000000

4000000

2000000

0

21.11
23.398
20.845 L

TIC: BP011589.D\data.ms
21.257

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
. 26
: CG/JU

: N4355-03

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
BP911589.D

. 18

TIC Library

Aug 2022 20:58

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.699 8.18 ng 220237 1,4-Dichlorobenzene-d4 7.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Hexanamide 115 C6H13NO 000628-02-4 16
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 291 (4.699 min): BP011589.D\data.ms (-286) (-) m/z 43.00 100.00%
43.0
5000 J
100.8 R RAmanaEe e
‘ ‘ 4.40 4.60 4.80 5.00
bt 2088 280.6 354.6416.1476.15358 1/, 59.00  56.60%
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 LB L B R B IR
4.40 4.60 4.80 5.00
101.0 m/z 100.85 20.74%
O‘\\\\’ \\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
T e
4.40 4.60 4.80 5.00
5000 m/z 57.95 14.59%
o0
R R AR IRI AR A AR ERRRRRREAE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8818: Hexanamide R R ERARERREE
59.0 4.40 4.60 4.80 5.00
m/z 41.00 8.77%
h MM
Mi ‘

Y —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011589.D

Acqg On : 26 Aug 2022 20:58
Operator : CG/JU

Sample : N4355-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.640 6.43 ng 172973  1,4-Dichlorobenzene-d4 7.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 87
4 p-Cymene 134 C10H14 000099-87-6 87
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 87
Abundance Scan 961 (8.640 min): BP011589.D\data.ms (-955) (-) m/z 118.95 100.00%
119.0 h
5000
51.0 l ‘ 8.40 8.60 8.80 9.00
0l bt L2078 277.6340.7 4165479.2543.6 1/, 133,95  39.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.40 8.60 8.80 9.00
m/z 116.85 28.67%
51.0 \ ’
O ‘\\‘\l\‘ih\“\\\‘\““\u1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
e ey
8.40 8.60 8.80 9.00
5000 m/z 90.90 28.04%
39.0 \
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)- TR T R T
119.0 8.40 8.60 8.80 9.00
m/z 114.90 15.28%
5000
90, l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011589.D

Acqg On : 26 Aug 2022 20:58
Operator : CG/JU

Sample : N4355-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.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 2,4-Dimethylstyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.728 7.16 ng 276387 Naphthalene-d8 10.328

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 92
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 76
Abundance Scan 1146 (9.728 min): BP011589.D\data.ms (-1137) (-) m/z 116.85 100.00%
116.8
5000 JL
— —
50.9 \ | 9.50 10.00
Ol bhlad il 2077267.4 3544 4283 5059 y/; 119 00  39.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16113: 2,4-Dimethylstyrene
11v.0
5000 P e
9.50 10.00
39.0

m/z 114.90  34.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
—f T

o

9.50 10.00
5000 m/z 131.95 34.42%
51.0
0w‘*\*\L‘*“*J“\"**‘*‘wHw*Hw**w*H\Hw”w”w”w‘ ﬁ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- i ‘A‘ ‘
117v.0 9.50 10.00

m/z 90.90 21.60%

5000
51.0
0 JL “ Jn I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10 00

8270E-BP082622.M Wed Aug 31 04:34:58 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011589.D

Acqg On : 26 Aug 2022 20:58
Operator : CG/JU

Sample : N4355-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.910 2.59 ng 178108 Phenanthrene-di10 16.987
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2537 (17.910 min): BP011589.D\data.ms (-2532) (- m/z 72.95 100.00%
73.0

5000

-

212.9

18.00
m/z 43.00 98.33%

LALAL Ju 1, 37693410 4148 489.1548!
0y ““ o 2891548,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid

N
W
o

5000 256.0
129.0 18.00
m/z 59.95 96.38%
O‘\\}\ “‘ Jm\"#;dm“}gﬂ“blf“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0
—
18.00
5000 m/z 55.00 82.48%
171.0

0L5¢L ““u” L \\

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

-

Abundance #126199: Pentadecanoic acid
73.0 18.00
m/z 41.00 77 .84%
5000
L ‘ 199.0
dsolllllgsoo | o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011589.D

Acqg On : 26 Aug 2022 20:58
Operator : CG/JU

Sample : N4355-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.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 1-Tricosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.845 2.93 ng 255238  Chrysene-di12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 Cetene 224 C16H32 000629-73-2 93
3 17-Pentatriacontene 491 C35H70 006971-40-0 93
4 Heptacos-1-ene 378 C27H54 015306-27-1 91
5 1-Tetracosene 336 C24H48 010192-32-2 91
Abundance Scan 3036 (20.845 min): BP011589.D\data.ms (-3033) (- m/z 57.00 100.00%
57.0
2000 JJ
5.0 T I
20.50 21.00
‘ % 192.9252.1 32 429.9
o_ufmJ\HM‘uH-wHH_M?’H?‘?m‘_m_w??ﬁ‘? m/z 43.00 93.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227234: 1-Tricosene
43.p
5000 111.0 T T
20.50 21.00
m/z 55.00 92.82%
. W se 5220
‘\\\ ‘\!\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104591: Cetene
41.0
— ——
20.50 21.00
5000 m/z 83.00 80.61%
o ’ [
_“‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336402: 17-Pentatriacontene — —
43.0 20.50 21.00
m/z 69.00 74.60%
- M
0 “ l |, 1820 267.0 490.0
_““H“H“_‘H"H‘_“w“u‘u“_‘u“u“H‘w‘ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011589.D

Acqg On : 26 Aug 2022 20:58
Operator : CG/JU

Sample : N4355-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.257 171.41 ng 14924700  Chrysene-di12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 94
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 38
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 25
Abundance Scan 3106 (21.257 min): BP011589.D\data.ms (-3099) (- m/z 276.90 100.00%
276.9
5000 A¥
0 1989 — —
| ‘ yaslo L H 21.00 21.50
Ok b2 LY 8409 414647575353 y/7 277.90  33.43%
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  26.41%
Ol‘-%\.o\\‘[‘\\“\\‘\\\\’JI\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
— —
21.00 21.50
5000 m/z 198.90 22.66%
o 183.0
ok
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h — —
277.0 21.00 21.50
m/z 200.90 22.15%
5000
o 183.0
o‘HH“Hw‘MHJ‘,“‘H\“UhHW“Hwwwm‘www — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011589.D

Acqg On : 26 Aug 2022 20:58
Operator : CG/JU

Sample : N4355-03

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.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-... 4.699 8.2 ng 220237 1 7.540 538177 20.0
Benzene, 4-ethy... 8.640 6.4 ng 172973 1 7.540 538177 20.0
2,4-Dimethylsty... 9.728 7.2 ng 276387 2 10.328 771512 20.0
n-Hexadecanoic ... 17.910 2.6 ng 178108 4 16.987 1375950 20.0
1-Tricosene 20.845 2.9 ng 255238 5 21.110 1741380 20.0
Triphenylphosph... 21.257 171.4 ng 14924700 5 21.110 1741380 20.0
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