LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51051.D

Acqg On : 15 Nov 2021 21:27
Operator : CG/JU

Sample : M4681-01

Misc :

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_ G\Methods\8270-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51051.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.290 300 307 316 rBV 269134 418555 11.93%  2.463%
2 5.760 379 387 398 rBvV 996508 1623884 46.29% 9.555%
3 7.376 653 662 675 rBV 1012293 1813846 51.71% 10.672%
4 8.222 799 806 813 rBV 141562 245940 7.01% 1.447%
5 9.403 998 1007 1014 rBV 619273 1145405 32.65% 6.739%

6 10.801 1236 1245 1262 rBV 166785 330478 9.42%  1.944%
7 11.048 1280 1287 1295 rBV 202339 378331 10.79%  2.226%
8 13.475 1690 1700 1709 rBV 1588262 2502575 71.34% 14.725%
9 14.850 1928 1934 1946 rVB 357401 574576 16.38%  3.381%
10 16.336 2181 2187 2200 rVB 1260241 2016399 57.48% 11.864%

11 17.599 2395 2402 2409 rBV 456079 704652 20.09%  4.146%
12 18.228 2504 2509 2515 rVB 46439 62284 1.78% 0.366%
13 18.445 2541 2546 2552 rBV 51676 76745 2.19% 0.452%
14 19.385 2702 2706 2710 rVB2 67046 77024  2.20% 0.453%
15 19.709 2757 2761 2770 rBV3 28838 48377 1.38% ©.285%

16 20.190 2836 2843 2848 rBV 2603965 3507884 100.00% 20.
17 21.489 3059 3064 3077 rVB2 82858 169674  4.84%
18 21.894 3127 3133 3144 rVB2 364161 645873 18.41%
19 25.302 3703 3713 3724 rVB3 199528 653411 18.63%
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Sum of corrected areas: 16995913
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51051.D

Acqg On : 15 Nov 2021 21:27
Operator : CG/JU

Sample : M4681-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG051051.D\data.ms
2500000

2000000

1500000

1000000 5.760 7.376

9.403

500000
5.290
8.222 10.962048

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051051.D\data.ms

2500000

20.190

2000000
13.475
1500000
16.336

1000000

500000 14.850 17.599 21.894

21.489
18.288145 19-}&@.709
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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: BG051051.D\data.ms
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1500000

1000000

500000
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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\BG111621\
Data File : BG@51051.D

Acqg On : 15 Nov 2021 21:27
Operator : CG/JU

Sample : M4681-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.290 34.04 ng 418555  1,4-Dichlorobenzene-d4 8.222

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 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 307 (5.290 min): BG051051.D\data.ms (-300) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A ARERERRREELY
| ‘ 83.0 5.00 5.20 5.40 5.60 .
o—-——— b m/z 59.00 58.52%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I L A BN
5.00 5.20 5.40 5.60
101.0 m/z 101.00 19.92%
27.0 | ‘ 83.0
0 \\\’\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A RARNEEEREE
5.00 5.20 5.40 5.60
5000 2410 m/z 58.00 15.02%
ol L 12801450
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R R E mma
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.47%
5000
58.0
15.0 100.0
L LR P ey
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51051.D

Acqg On : 15 Nov 2021 21:27
Operator : CG/JU

Sample : M4681-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 2 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.801 17.47 ng 330478 Naphthalene-d8 11.048
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 53
5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 50

Abundance Scan 1245 (10.801 min): BG051051.D\data.ms (-1236) (-  m/z 45.00 100.00%

45.0
5000
75.0 0 0 00
101.0 105 11
owmm“\m ”‘“U‘w‘“‘;‘H}“““‘1‘3‘]‘"9“”“1‘6‘8(9 m/z 57.10 97.05%
miz--> 20 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000
1050 1100
29.0 75.0 m/z 41.00 6.49%
100.0
miz-> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
1050 1100
5000 ITI z 75.00 8.89%
29.0
75.0
‘ 100.0 1320
SN O T T NN
miz-> 20 40 60 80 100 120 140 160
Abundance #15681: Di-sec-Butyl ether
45.0 10 50 11 OO
m/z 56.00 4.55%
5000
101.0
27,0
83.0
obr, B0 L amo i\
m/z--> 20 40 60 80 100 120 140 160 1050 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51051.D

Acqg On : 15 Nov 2021 21:27
Operator : CG/JU

Sample : M4681-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.445 2.18 ng 76745  Phenanthrene-d1e 17.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2546 (18.445 min): BG051051.D\data.ms (-2541) (- m/z 73.00 100.00%

73.0
43.0
5000
——
18.50
0! m/z 60.00 86.71%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 A N
18.50
157.01g5 02130  256.0 m/z 43.05 80.26%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
——
18.50
5000 129.0 ITI/Z 57.05 69.13%
199.0
L e T
osol WML oL ]
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109281: Tetradecanoic acid ) ey ‘
73.0 18.50
43.0 m/z 40.95 63.90%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51051.D

Acqg On : 15 Nov 2021 21:27
Operator : CG/JU

Sample : M4681-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 (Z)-15-Octadecenoic acid me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.385 2.19 ng 77024  Phenanthrene-d1e 17.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 93
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 87
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 86

Abundance Scan 2706 (19.385 min): BG051051.D\data.ms (-2702) (-  m/z 55.00 100.00%

55.0
5000 8yr.0
— ——
12‘3'1 1801 2222 2651 19.00 19.50
0! \‘\Hh\\‘m\h\‘h H‘\‘\‘H\‘ Yy s ‘u“ — ‘H‘ — m/z 41.00 70.17%
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
5000 — —
41.0 264.0 19.00 19.50
10.0 m/z 74.00  70.17%
L L2500 220 |
oL— ‘\h‘\ ‘ ‘M‘\‘ \“ “M“\MH‘H\‘\‘ ‘Mh‘l?"s"o‘ L “‘ b ‘2‘9\6‘0
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
58.0
n | - i ‘/\M[‘\M‘MA
19.00 19.50
5000 m/z 69.10  68.75%
264.0
. 180.0 222.0 296.0
miz--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester — —
55.0 19.00 19.50
m/z 83.10 62.51%
5000
264.0
L
il T T
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BG@51051.D

Acqg On : 15 Nov 2021 21:27
Operator : CG/JU

Sample : M4681-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Nonadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.489 5.25 ng 169674  Chrysene-di12 21.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91

Abundance Scan 3064 (21.489 min): BG051051.D\data.ms (-3059) (-  m/z 43.05 100.00%

43.0
7.1
5000
150
0l wn‘w Mh 5 0199‘9 - ‘2‘8‘1‘1‘?2‘7‘ }‘ —— _4‘29‘: m/z 57.05 94.63%
mlz--> 50 OO 150 200 250 300 350 400
Abundance #287613: Nonadecyl trifluoroacetate
57.0
111.0
5000 T
21.50
m/z 55.00  93.53%
311.0
O \J\ ‘\“ “ \ \ ‘ “ “ ‘h ]‘.“6\“\ \‘ T ‘2\2\2\0\2‘6\6\.\0\ ‘ \‘ T \3‘6\‘2\'9\ ‘ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
e
111.0 2150
5000 ' m/z 83.00 81.18%
oL LAk ‘w‘h 4070 2220 27803220 3780
miz--> 50 100 150 200 250 300 350 400
Abundance #289621: 1-Hexacosanol 1
97.0 21.50
m/z 69.10 81.11%
- V\/WL
AN [41UED7 2000 20a03080 2630 .
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51051.D

Acqg On : 15 Nov 2021 21:27
Operator : CG/JU

Sample : M4681-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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-... 5.290 34.0 ng 418555 1 8.222 245940 20.0
Ethanol, 1-(2-b... 10.801 17.5 ng 330478 2 11.048 378331 20.0
n-Hexadecanoic ... 18.445 2.2 ng 76745 4 17.599 704652 20.0
(Z)-15-Octadece... 19.385 2.2 ng 77024 4 17.599 704652 20.0
Nonadecyl trifl... 21.489 5.3 ng 169674 5 21.894 645873 20.0

8270-BG111321.M Wed Nov 17 13:23:18 2021 Pag 8



