LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55072.D

Acqg On : 4 Oct 2022 21:01
Operator : CG/JU

Sample : N4936-02

Misc :

ALS Vvial : 16 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_ G\Methods\8270-BG100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55072.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.381 11 16 29 rVB 168293 278624 11.59%  2.223%
2 4.774 247 253 262 rVB 48314 72876 3.03% 0.581%
3 5.396 351 359 369 rVB 683522 1077034 44.81% 8.592%
4 5.860 430 438 452 rBV 555615 921601 38.34% 7.352%
5 6.495 539 546 555 rVB 45776 71527 2.98% 0.571%

.470 704 712 722 rBV 645073 1092871 45.47%
.346 850 861 873 rVB 122752 213028 8.86%
.515 1052 1060 1068 rBV 372827 666610 27.73%
10.913 1292 1298 1304 rBV 17809 28860 1.20%
10 11.172 1335 1342 1349 rBV 170024 312155 12.99%

O 00 N
NO VTR
w
iy
(o]

R

11 13.581 1745 1752 1759 rVB 1139887 1699261 70.70% 13.556%
12 14.950 1978 1985 1992 rVB 285492 444164 18.48%  3.543%
13 16.425 2229 2236 2244 rBV 858849 1311638 54.57% 10.464%
14 17.682 2443 2450 2456 rBV 339657 512267 21.31% 4.087%

15 18.534 2589 2595 2601 rBV 55478 76409 3.18% ©0.610%
16 19.474 2746 2755 2759 rBV3 22950 31714 1.32% ©.253%
17 19.791 2805 2809 2816 rBV3 28769 37656  1.57% ©.300%
18 20.261 2882 2889 2894 rBV 1826268 2403517 100.00% 19.175%
19 21.577 3108 3113 3122 rBV 39644 64494  2.68% 0.515%

20 21.977 3174 3181 3188 rBV 309757 548892 22.84% 4.379%

21 23.228 3388 3394 3400 rBV2 26212 52380 2.18% 0.418%
22 23.552 3443 3449 3452 rBV8 13562 31001 1.29% 0.247%
23 24.063 3530 3536 3541 rBv4 12424 25962 1.08% ©0.207%
24 25.438 3759 3770 3784 rVB2 181376 560386 23.32% 4.471%

Sum of corrected areas: 12534927
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55072.D

Acq On : 4 Oct 2022 21:01
Operator : CG/JU

Sample : N4936-02

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG055072.D\data.ms
1500000
1000000
5.396 7.470
5.860
500000
9.515
.381 8.346 11.172
4.774 6.495 A 10.913
O \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\—’_r\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055072.D\data.ms
20.p61
1500000
13.581
1000000
16.425
500000
14.950 17.682 21.977
0 18/%34 19.413.]91 21.577
L o A A B A I e e e e e o e e L e e e o e o o e N RS EAEEEEE R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055072.D\data.ms
1500000
1000000
500000
25.438
o 23.2288.552 24.063
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55072.D

Acq On 4 Oct 2022 21:01

Operator : CG/JU

Sample : N4936-02

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.381 26.16 ng 278624  1,4-Dichlorobenzene-d4 8.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 28
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 16 (3.381 min): BG055072.D\data.ms (-11) (-) m/z 72.95 100.00%
5000 43.0
87.0 \H‘HH‘HH‘HH‘HH‘HH
‘ 90 3.403.503.603.703.80
Ot 220 m/z 43.00  46.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RERRNRE R R
43.0 3.403.503.603.703.80
' 87.0 m/z 55.00  28.947%
29.0
M‘ \‘\“ LQO ‘\
O\‘HH‘\\H‘\H\‘\!\‘!“\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L
3.403.503.603.703.80
5000 41.0 55.0 m/z 87.00 25.59%
27.0
0 H\ ‘m \“ I 1120 1290
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- N e RARamEaEEEE L
73.0 3.403.503.603.703.80
m/z 41.00 14.97%
5000 43.0
58.0
29.0 ‘ 87.0
o 1 A N — AR VRO
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55072.D

Acq On : 4 Oct 2022 21:01
Operator : CG/JU

Sample : N4936-02

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 3-Hexen-2-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.774 6.84 ng 72876  1,4-Dichlorobenzene-d4 8.346

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H1e0 000141-79-7 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 80
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 80
Abundance Scan 253 (4.774 min): BG055072.D\data.ms (-247) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.0
T
67.0 4.40 4.60 4.80 5.00
b el U 2R b m/z 83.e8  95.88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 L L L L B LA BN B
98.0 4.40 4.60 4.80 5.00
15.0 m/z 43.00 42.20%
O’.
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
T
4.40 4.60 4.80 5.00
5000 m/z 39.00 36.82%
43.0 98.0
29.0
‘M‘\ H“J 67.0 L L
Ot e et et
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3775: 2-Pentene, 2,4-dimethyl- e R mmaES S E
55.0 83.0 4.40 4.60 4.80 5.00
m/z 98.00 33.53%
5000 41.0
270 98.0
raatl T [T T
) S N 1 A X T PSR [ N SR &
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55072.D

Acq On : 4 Oct 2022 21:01
Operator : CG/JU

Sample : N4936-02

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.396 101.12 ng 1077030  1,4-Dichlorobenzene-d4 8.346

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 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
Abundance Scan 359 (5.396 min): BG055072.D\data.ms (-351) (-) m/z 42.95 100.00%
43.0
5000 590
R
‘ 83.0 101.0 5.00 5.20 5.40 5.60 5.80
Ol el 799 2 m/z 59.00  48.19%
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 DL R R R N
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00 15.86%
R 0 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
REaa e e o
5.00 5.20 5.40 5.60 5.80
5000 57.0 m/z 58.00 14.92%
29.0
‘ 101.0
Om‘HH“H““HH‘Mm_m,wuwm'_m,uwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime REaaE e R
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 8.65%
5000
101.0
ol 120 310 | °80 700 86,0 .
e e e e e e e e R R R RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55072.D

Acq On : 4 Oct 2022 21:01
Operator : CG/JU

Sample : N4936-02

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.495 6.72 ng 71527  1,4-Dichlorobenzene-d4 8.346

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 37
3 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 37
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 546 (6.495 min): BG055072.D\data.ms (-539) (-) m/z 42.95 100.00%
43.0 73.0
5000
EREEEEE SRR Sy
115.0

||, 560 100.0 6.20 6.40 6.60 6.80 )

O e o T e m/z 73.00  95.39%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #15498: 2-Pentanone, 4-methoxy-4-methy!-

5000 UL L B I L LA BN

6.20 6.40 6.60 6.80
m/z 115.00  12.98%

150 290 | 560 | 1000 1P
OH\‘H‘\\‘\Hi‘HH‘WH‘H\‘\‘HH‘HH|\‘H\‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
T T T T T T
6.20 6.40 6.60 6.80
5000 58.0 ITI/Z 41.00 12.52%
15.0
0 H‘_l‘w‘uwh“ij‘_"w‘H‘_l‘w‘u‘_“w‘u‘_“w‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8775: 1-Methoxyethanimine, N-acetyl- R RARRE R
43.0 6.20 6.40 6.60 6.80
100.0 m/z 42.00  9.32%
5000
O rrrrprrr et e e e e e e e e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55072.D

Acq On : 4 Oct 2022 21:01
Operator : CG/JU

Sample : N4936-02

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.534 2.98 ng 76409  Phenanthrene-d1e0 17.682
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 2595 (18.534 min): BG055072.D\data.ms (-2589) (- | m/z 73.00 100.00%
73.0
43.0
5000
129.0 213.1
AMA MAA MM
185.1 b by
e TR e
oww‘;‘wl“ il “‘u“‘w u‘:u bt e m/z 43,00 75.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92068: Tridecanoic acid
73.0
43.0
5000 Ao I :
18.50
‘ 1200 o 2140 m/z 60.00 68.03%
1
O ?
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
T ‘ \A T ‘
18.50
5000 129.0 m/z 55.00 60.52%
199.0
o L) H\ N 0] L
8.0 011 e O R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 M/\
Abundance #109281: Tetradecanoic acid ARV ‘ ! ‘
73.0 18 50
43.0 m/z 57.00 59.16%
5000
129.0
185.0 228.0
: 9y | asmo |
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55072.D

Acq On : 4 Oct 2022 21:01
Operator : CG/JU

Sample : N4936-02

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 1-Heneicosyl formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.577 2.35 ng 64494  Chrysene-d12 21.977
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 90
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 3113 (21.577 min): BG055072.D\data.ms (-3108) (- | m/z 43.00 100.00%
T 830
5000
}251 21'50 |
: 227.0 .
ol Al M“\ Lh L8 iy 2809 3269 oo an  og.25%
miz--> 50 100 150 200 250 300
Abundance #248981: 1-Heneicosyl formate
57.0
97.0
5000 —— :
21.50
m/z 57.05 80.20%
ob AL LLLER? se20 7m0 2240 aun,
miz--> 50 100 150 200 250 300
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
97.0 T \
21.50
5000 m/z 83.00 78.66%
39.0
0 ‘u“ W‘HH\H‘ | 1% . 1800 239 2050
miz--> 50 100 150 200 250 300
Abundance #227235: 11-Tricosene —
43.0 21.50
m/z 69.00 74.88%
B | MWWWWWNUMJKMNWWMWMmM
0 ‘ H \ ‘2“5'? 168.0 2100 266.0 3220
e —
m/z--> 50 100 150 200 250 300 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BGO55072.D

Acqg On : 4 Oct 2022 21:01
Operator : CG/JU

Sample : N4936-02

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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|
Butane, 2-metho... 3.381 26.2 ng 278624 1 8.346 213028 20.0
3-Hexen-2-one 4.774 6.8 ng 72876 1 8.346 213028 20.0
2-Pentanone, 4-... 5.396 101.1 ng 1077030 1 8.346 213028 20.0
2-Pentanone, 4-... 6.495 6.7 ng 71527 1 8.346 213028 20.0
Tridecanoic acid 18.534 3.0 ng 76409 4 17.682 512267 20.0
1-Heneicosyl fo... 21.577 2.4 ng 64494 5 21.977 548892 20.0
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