LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BGO55688.D

Acqg On : 18 Nov 2022 13:01
Operator : CG/JU

Sample : N5607-07

Misc :

ALS vial : 6 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55688.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.302 337 343 353 rBV 73626 121265 7.26% 1.187%
2 5.784 417 425 440 rBV 505654 874923 52.41% 8.564%
3 7.394 6990 699 711 rBV 523701 923833 55.34% 9.043%
4 8.252 834 845 851 rBV 153077 269653 16.15% 2.639%
5 9.421 1036 1044 1055 rBV 312714 558850 33.48% 5.470%

6 10.825 1277 1283 1293 rBV 40432 82540 4.94% 0.808%
7 11.078 1319 1326 1334 rVB 214910 387237 23.20% 3.790%
8 13.499 1729 1738 1747 rBV 850811 1303164 78.07% 12.755%
9 14.509 1902 1910 1920 rBV4 7675 18590 1.11% 0.182%
10 14.874 1965 1972 1979 rBV 339505 530539 31.78% 5.193%

11 16.354 2218 2224 2236 rBV 607218 961645 57.61% 9.413%
12 17.494 2414 2418 2427 rBVS5 11950 17288 1.04% 0.169%
13 17.612 2431 2438 2444 rBV 407008 615441 36.87% 6.024%
14 18.252 2543 2547 2552 rVB 21883 28853 1.73% 0.282%
15 18.481 2581 2586 2596 rBV2 74502 229910 13.77%  2.250%
16 19.409 2741 2744 2747 rVB3 18129 20082 1.20% 0.197%

17 19.739 2795 2800 2818 rVB2 130992 339702 20.35% 3.325%
18 20.203 2873 2879 2884 rVB 1226550 1669319 100.00% 16.339%
19 21.525 3100 3104 3114 rVB4 52844 117361 7.03% 1.149%
20 21.912 3164 3170 3176 rVB 371936 610949 36.60% 5.980%

21 25.326 3744 3751 3762 rVB2 177867 535383 32.07% 5.240%

Sum of corrected areas: 10216527
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55688.D

Acqg On : 18 Nov 2022 13:01
Operator : CG/JU

Sample : N5607-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055688.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55688.D

Acqg On : 18 Nov 2022 13:01
Operator : CG/JU

Sample : N5607-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.302 8.99 ng 121265 1,4-Dichlorobenzene-d4 8.252

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Octanol 130 C8H180 000589-98-0 36
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 343 (5.302 min): BG055688.D\data.ms (-337) (-) m/z 42.95 100.00%
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101.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ 831 5.00 5.20 5.40 5.60
Olerprrrrprerrrrrr il e e M/z 59.18 0 54.45%
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Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 L B R R R B
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Abundance #15663: 3-Octanol
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Abundance #9310: Acetic acid, 1,1-dimethylethyl ester A ARmmaEEE R
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55688.D

Acqg On : 18 Nov 2022 13:01
Operator : CG/JU

Sample : N5607-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Ethanol, 2-[2-(2-methylprop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.825 4.26 ng 82540 Naphthalene-d8 11.078
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 74
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 47
Abundance Scan 1283 (10.825 min): BG055688.D\data.ms (-1277) (- | m/z 45.00 100.00%
45.0
5000 A
101.0 1050 11.00
0 HH,HH“meMw‘n_“;‘”;h”‘_1‘3‘270‘””_" m/z 57.00 97.88%
miz--> 20 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
5000
89.0 10. 50 11 00
m/z 41.00 39.36%
‘ 71, 119.0 144.0
O\\\\’\\\“‘\‘\ Mi”\\m\‘\‘\\\”\\\\‘\\\\‘\\\\‘\\\
miz--> 60 80 100 120 140 160
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
R ‘
10.50 11. 00
5000 m/z 56.00 16.03%
27/0
‘ 75.0
100.0
o ALyl a0 w0
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- ‘ m‘ 1 ‘fl L
57.0 10.50 11.00
m/z 75.00 13.73%
5000
29.0 75.0
100.0
ol Al M‘ SRS U T 1o S £ TR
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55688.D

Acqg On : 18 Nov 2022 13:01
Operator : CG/JU

Sample : N5607-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.481 7.47 ng 229910 Phenanthrene-die 17.612
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Undecanoic acid 186 C11H2202 000112-37-8 70
Abundance Scan 2586 (18.481 min): BG055688.D\data.ms (-2581) (- | m/z 43.05 100.00%
43.0 73.0
5000
129.0 213.2
——
H 157.0185.1 256.1 18.50
0“W‘quw m/z 73.00 94.90%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 R
129.0 18.50
213.0 m/z 60.00 81.62%
‘ H (ﬂ 157.0185.0 ‘
O :I\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘N‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
——
43.0 18.50
5000 m/z 57.00 71.57%
129.0
1710 2140
101.0 ‘ ‘
0150(ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid —
73.0 18.50
43.0 m/z 41.00 70.91%
5000 129.0
185.0
H 228.0
0;ﬁﬂdHWMM“Whﬁkﬁ‘WMLMWHH‘HM_‘HMH‘MMW‘HW‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55688.D

Acqg On : 18 Nov 2022 13:01
Operator : CG/JU

Sample : N5607-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.738 11.04 ng 339702  Phenanthrene-d10 17.612
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74

Abundance Scan 2800 (19.739 min): BG055688.D\data.ms (-2795) (- | m/z 43.05 100.00%

43.0
5000
129.0
‘\\ Iy ‘\ ‘\ ‘ N ‘\ 354.!

241.2
oL w cbabota b b 9% Tz 57,05 83.78%

185.1 ’ T T
mhh ‘\ I
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid

284.1 19.50 20.00
5000 129.0

—

1950 20.00
284.0 g

185.0 2410 m/z 60.00  79.41%

0' ‘\M\h\‘ \‘ ‘\ \‘ \“\ ‘ \‘\‘\ \‘ “\ T ‘ T T T ‘ T
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Abundance #109279:TeUadecan0k:add
—— —
19.50 20.00
5000 129.0 m/z 73.80  78.59%
185.0
228.0
oL “ uhH‘Mm\“\‘\\HLH‘HH‘HH“
m/z--> 100 150 200 250 300 350

Abundance #126203 Pentadecanoic acid T —
19.50 20.00

m/z 55.00 72.39%

129.0
199.0 242.0

m/z--> 100 150 200 250 300 350 19.50 20.00

5000
29.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55688.D

Acqg On : 18 Nov 2022 13:01
Operator : CG/JU

Sample : N5607-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Bromoacetic acid, pentadecy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.525 3.84 ng 117361  Chrysene-di12 21.912
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 87
2 1-Octadecanol 270 C18H380 000112-92-5 87
3 Cycloeicosane 280 C20H40 000296-56-0 87
4 1-Heptadecene 238 C17H34 006765-39-5 86
5 E-14-Hexadecenal 238 C16H300 330207-53-9 86
Abundance Scan 3104 (21.525 min): BG055688.D\data.ms (-3100) (- | m/z 55.00 100.00%
55.0
5000
207.0 N ‘
253.9296.1 21.50
oL—fh m/z 83.05 85.10%
miz--> 50 100 150 200 250 300 350 400
Abundance #257310: Bromoacetic acid, pentadecyl ester
43.0
7.0
5000 —— :
21.50
m/z 43.00  78.55%
41.0182.0
O \“\“ “ i“\‘ ‘\“\HH“ ‘U‘ \‘H‘-\ ‘m ‘m\ T }‘ T ‘ u T \2\5‘5\.(\)\ T ‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #161350: 1-Octadecano
43.0
97.0 T \
21.50
5000 m/z 57.05 74 .42%
UL 901a202200
0 W“p‘c‘wuhwﬁﬁ‘hmni“‘h‘ e N maneae e
m/z--> 50 100 150 200 250 300 350 400
Abundance #173728: Cycloeicosane 7 ‘
55.0 21.50
m/z 69.00 71.50%
7.0
5000
ol LU LLL 13018202240 2800 —
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\BG111822\
Data File : BGO55688.D

Acqg On : 18 Nov 2022 13:01
Operator : CG/JU

Sample : N5607-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.302 9.0 ng 121265 1  8.252 269653 20.0
Ethanol, 2-[2-(... 10.825 4.3 ng 82540 2 11.078 387237 20.0
n-Hexadecanoic ... 18.481 7.5 ng 229910 4 17.612 615441 20.0
Octadecanoic acid 19.738 11.0 ng 339702 4 17.612 615441 20.0
Bromoacetic aci... 21.525 3.8 ng 117361 5 21.912 610949 20.0
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