LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129976.D

Acqg On : 24 Aug 2022 17:20
Operator : CG\JU

Sample : N4229-05

Misc :

ALS Vvial : 4  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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129976.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.981 455 458 469 rBV 74498 92658 2.92% ©.588%
2 5.404 527 530 551 rBV 1003148 1225371 38.58% 7.770%
3 6.428 701 704 718 rBV 651419 719125 22.64% 4.560%
4 6.763 758 761 769 rBV 667233 575184 18.11% 3.647%
5 7.334 854 858 868 rBV 2000593 1856115 58.44% 11.769%

8.045 976 979 989 rBV 920201 741532 23.35%  4.702%
9.122 1157 1162 1165 rBV 3797967 3176081 100.00% 20.139%
9.798 1273 1277 1281 rBV 955950 766028 24.12% 4.857%
10.010 1309 1313 1322 rBV7 18958 39757 1.25% ©0.252%
10 10.592 1409 1412 1423 rBV 1939290 1747701 55.03% 11.082%

11 11.286 1527 1530 1534 rBV 724137 647826 20.40% 4
12 11.810 1614 1619 1622 rBV 148638 177615 5.59% 1
13 12.592 1748 1752 1762 rBV 75558 lee654 3.17% ©.638%
14 12.733 1772 1776 1783 rVB 50786 73216 2.31% ©
5

15 12.874 1795 1800 1803 rBV 2720053 2478786 78.05% 15.718%
16 13.892 1969 1973 1977 rBV 70099 68897 2.17% ©0.437%
17 13.933 1977 1980 1989 rVB 544069 502022 15.81% 3.183%
18 14.027 1991 1996 2000 rVV 76085 81737 2.57% ©.518%
19 14.068 2000 2003 2009 rVV 39163 42470 1.34% 0.269%
20 14.374 2052 2055 2059 rVB 49023 44437  1.40% 0.282%
21 14.486 2071 2074 2077 rBV 45417 42827 1.35% ©.272%
22 14.674 2102 2106 2111 rVB2 44712 53942 1.70% ©.342%

23 15.386 2223 2227 2234 rVB 426424 516806 16.27% 3.277%

Sum of corrected areas: 15770787
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129976.D

Acq On : 24 Aug 2022 17:20
Operator : CG\JU

Sample : N4229-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129976.D\data.ms

3500000
3000000

2500000

2000000 7.334

1500000
1000000 5.404
6.428 6.763
500000
4.981

0\\|HHHH HHHH‘HH\H\‘\H\‘HH‘\H\‘HH‘\\H/‘\HH‘HH‘HH‘HHHH‘HH‘HH‘H [ L B B B I L I B O

I I I I T I I
Time--> 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 TIC: BF129976.D\data.ms
9.122

3500000

3000000
12.874

2500000
2000000 10.592
1500000

1000000{ 8.045 9.798
11.286

11.810
0 10010 L i 12-@213&

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF129976.D\data.ms

500000

3500000
3000000
2500000
2000000
1500000
1000000

13.933
500000 15.386

13.A )3@8 14.3741861.674
0 ‘ T T T T ‘ /‘\ T T \A_‘ ‘ T T T T ‘ T T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF081422.M Thu Aug 25 13:31:18 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129976.D

Acq On : 24 Aug 2022 17:20
Operator : CG\JU

Sample : N4229-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 3
R.T. EstConc Area Relative to ISTD R.T.
4.981 3.22 ng 92658 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 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 458 (4.981 min): BF129976.D\data.ms (-455) (-) m/z 42.95 100.00%
3.0
59.1
5000
101.1 R s
‘ 831 4.60 4.80 5.00 5.20 5.40
Obrrrrrrr el bl et m/z 59.10 59.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 T T T T T T T
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 20.51%
R 0 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
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Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R aREE e  RR R
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.32%
20.0 101.0
0 2 il T30, 880,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R ARARmEEERET
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.70%
5000
101.0
ol 120 310 | °80 700 86,0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129976.D

Acq On : 24 Aug 2022 17:20
Operator : CG\JU

Sample : N4229-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.810 5.48 ng 177615 Phenanthrene-d10 11.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1619 (11.810 min): BF129976.D\data.ms (-1614) (- m/z 73.00 100.00%
43.1 73.0
5000 L
=2 e
‘ 11.50 12.00
Obrerrrrrehily m/z 43.10 97.58%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
157.01g5 92130  256.0 m/z 60.00 91.87%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
= P
11.50 12.00
5000 129.0 m/z 55.05 74.62%
199.0
s e L
EETTIN 8 O e P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid T 7
73.0 11.50 12.00
m/z 40.95 71.35%
43.0
5000
129.0
1710 2140
101.0 ‘
ozl . LIS S
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129976.D

Acq On : 24 Aug 2022 17:20
Operator : CG\JU

Sample : N4229-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.592 3.11 ng 100654  Phenanthrene-di0 11.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Octadecanoic acid 284 (C18H3602 000057-11-4 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 1752 (12.592 min): BF129976.D\data.ms (-1748) (- m/z 43.05 100.00%
43.0 73.0
5000
185.1 241.2 T T
284.. 12.50
ol i m/z 73.00  96.67%
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
5000 129.0 1 T
12.50
1990 2420 m/z 60.00 91.56%
L‘ m M\ \HM\‘\ \\hH\ M\ ul] “ 16]0“ ‘\ ! ‘\
O T T T T ’ T T T ‘ T T T T [ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 730
T \
12.50
5000 129.0 m/z 57.05 77 .01%
‘ 1850 940 284l
oL ‘\“ \“\’ M\ \‘H‘ ‘HM”‘L M;‘H‘\‘Hm i i L - ‘L — “\‘
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T ‘
60.0 12.50
m/z 41.10 64.42%
5000 129.0
97.0 1710 2130 2560
oLb—— “\‘ U!‘ “H“‘\‘ \\hu\ ;‘H‘\‘ ul, ‘\ ‘ “‘ “ “‘ \‘ “‘ - e ——
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129976.D

Acq On : 24 Aug 2022 17:20
Operator : CG\JU

Sample : N4229-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.027 3.26 ng 81737  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 43
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 37

Abundance Scan 1996 (14.027 min): BF129976.D\data.ms (-1991) (- m/z 277.10 100.00%
277.1

—

5000
199.0 \
‘ 115 1520 H 14.00
ol 300 L S0 d b L 38 ) p7s.00 33.55%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — :
14.00
77.0 199.0 m/z 199.00 20.69%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ L ““\ T \“\ M L ‘ L ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00
5000 ITI/Z 77 .00 19.79%
o 183.0
oL 20| 180 \\ ‘u???P‘ B I
m/z--> 5 100 150 200 250 300 350
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro e ‘
277.0 14.00

m/z 201.00  19.40%

5000

199.0
77.0

31.0 ‘
oL H0 s’ || a0 | | saro

m/z--> 50 100 150 200 250 300 350 14.00

%.

8270-BF081422.M Thu Aug 25 13:31:21 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129976.D

Acq On : 24 Aug 2022 17:20
Operator : CG\JU

Sample : N4229-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 6 Docosane, 11-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.674 2.09 ng 53942  Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 2106 (14.674 min): BF129976.D\data.ms (-2102) (- m/z 57.10 100.00%
1.1

57.
5000

9.1 —— ——
183.2 14.50 15.00
0 \\\ANHWNMMJM%ﬁﬁ%W\W”MP?ﬁ%ﬁH\C\‘ggﬁ}‘\\\\ m/z 43.05 64.67%
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl-
57.0
5000 N

T
14.50 15.00
m/z 71.10 63.87%

9.0
141. .
ol LAl Y0 21002530 390 se60
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0

—
14.50 15.00

5000 ITI/Z 85.05 45 .42%
9.0
141.0
ot LLLL 101850025 0267030m0 3650
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 1 —
57.0 14.50 15.00

m/z 55.00 31.68%

5000
9.0
4
5

15.0 L ‘ 14 h‘ 1.0183.0225.0  296.0

T \
m/z--> 50 100 150 200 250 300 350 14.50 15.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129976.D

Acqg On : 24 Aug 2022 17:20
Operator : CG\JU

Sample : N4229-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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-... 4.981 3.2 ng 92658 1 6.763 575184 20.0
n-Hexadecanoic ... 11.810 5.5 ng 177615 4 11.286 647826 20.0
Pentadecanoic acid 12.592 3.1 ng 100654 4 11.286 647826 20.0
Triphenylphosph... 14.027 3.3 ng 81737 5 13.933 502022 20.0
Docosane, 11-bu... 14.674 2.1 ng 53942 6 15.386 516806 20.0
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