LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30722\
Data File : BG@52600.D

Acqg On 7 Mar 2022 21:27

Operator : CG/JU

Sample : N1727-02 :

Misc : 20220216-098-21-01-ELUTRIATE

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_ G\Methods\8270-BG030722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO52600.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.754 379 386 393 rBV 257142 412599 19.06% 4.004%
2 7.370 654 661 671 rBvV 186468 333651 15.42% 3.238%
3 8.221 799 806 812 rBV 96973 165983 7.67% 1.611%
4 9.390 998 1005 1013 rBV 323960 595704 27.52% 5.780%
5 10.806 1241 1246 1255 rBV2 19713 37971 1.75% 0.368%

6 11.059 1281 1289 1297 rBV 130376 234605 10.84%  2.276%
7 13.485 1695 1702 1711 rBV 894658 1396712 64.53% 13.553%
8 14.865 1930 1937 1945 rVB 225617 345415 15.96%  3.352%
9 16.351 2184 2190 2208 rBV 691819 1082937 50.03% 10.508%
10 17.614 2399 2405 2413 rBV 298188 452375 20.90%  4.390%

11 17.873 2443 2449 2461 rVB 1262146 1736825 80.24% 16.853%

12 18.255 2510 2514 2520 rVB 57245 76484  3.53% 0.742%
13 19.418 2708 2712 2716 rVB 77862 88023 4.07% 0.854%
14 20.205 2840 2846 2858 rBV 1626429 2164406 100.00% 21.002%
15 21.521 3066 3070 3077 rBv4 29247 46489 2.15% ©.451%
16 21.932 3133 3140 3149 rVB 299394 532863 24.62% 5.171%
17 22.467 3226 3231 3237 rVB2 24360 38105 1.76% ©.370%
18 23.160 3344 3349 3356 rVB7 13738 24723 1.14%  ©.240%
19 25.398 3718 3730 3741 rBV2 176335 539828 24.94% 5.238%

Sum of corrected areas: 10305698
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30722\
Data File : BG@52600.D

Acqg On : 7 Mar 2022 21:27

Operator : CG/JU

Sample : N1727-02 :

Misc : 20220216-098-21-01-ELUTRIATE

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG052600.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000 9,390
5.754
200000 Tﬁio 11.059

8.221
10.806|
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Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG052600.D\data.ms
1600000 20.205

1400000
17.873

1200000

1000000
13.485

800000
16.351

600000

400000 17.614 21.932

14.865

200000
18.255 19.418 21.521 22.467
e

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: BG052600.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000 25.398
23.160

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\ 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\BG@30722\
Data File : BG@52600.D

Acqg On : 7 Mar 2022 21:27

Operator : CG/JU

Sample : N1727-02 :

Misc : 20220216-098-21-01-ELUTRIATE

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030722.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.806 3.24 ng 37971 Naphthalene-d8 11.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 45
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 43

Abundance Scan 1246 (10.806 min): BG052600.D\data.ms (-1241) (-  m/z 57.15 100.00%

57.1
5000 411
75.2 MA WA
1012 1314 1050 11.00
0 m_mh“sm‘!““m“‘“ W 5 m/z 45.10 88.78%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
41.0 10. 50 11 00
75.0 m/z 41.15 40.68%
100.0
O \]-\5\(‘) T “ ‘\ \“ ‘1‘\ \‘!‘HH\ \‘1“\ ‘ \“f“\ T }‘\ \1\1\6 ‘0\1\:3\2 \0‘ L
miz--> 40 60 80 100 120 140
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
- )
10.50 11.00
5000 m/z 56.85  20.00%
89.0
29.0
73
ol Al Tl I w80 o
miz--> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether P A
57.0 10.50 11.00
m/z 75.15 19.72%
5000
41.
75.0
ol 120 \“\ il ‘ | 100.0 118.0 ﬂ
T e e e — A
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30722\
Data File : BG@52600.D

Acqg On : 7 Mar 2022 21:27

Operator : CG/JU

Sample : N1727-02 :

Misc : 20220216-098-21-01-ELUTRIATE

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030722.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 1,2-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.873 76.79 ng 1736830  Phenanthrene-d10 17.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 91
2 Phthalic acid, hept-3-yl isobuty... 320 C19H2804 1000356-98-6 80
3 Phthalic acid, 8-bromoctyl isobu... 412 C20H29Bro04 1000382-55-3 78
4 Phthalic acid, isobutyl 2-methyl... 306 C18H2604 1000356-90-7 78
5 Phthalic acid, cyclohexylmethyl ... 318 C19H2604 1000309-08-6 78
Abundance Scan 2449 (17.873 min): BG052600.D\data.ms (-2443) (- m/z 149.05 100.00%
149.1
5000
57.1 — —
| | 10‘4.1 2232 17.50 18.00
o-—beptt 1 m/z 57.15 19.23%
mlz--> 50 100 150 200 250 300 350
Abundance #170894: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0
5000 — —
17.50 18.00
570 m/z 41.10 10.69%
O\\\i‘\‘\“\\““\\‘\‘\ \‘\\\‘\\‘\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #224660: Phthalic acid, hept-3-yl isobutyl ester
149.0
— ——
17.50 18.00
5000 m/z 150.05 10.13%
=70 223.0
T O S
miz--> 50 100 150 200 250 300 350
Abundance  #308877: Phthalic acid, 8-bromoctyl isobutyl ester — T
149.0 17.50 18.00
m/z 104.05 9.88%
5000
57.0
ol b Ll 88 P0es00 s L
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30722\

Data File : BG@52600.D

Acqg On 7 Mar 2022 21:27

Operator : CG/JU

Sample : N1727-02 :

Misc . 20220216-098-21-01-ELUTRIATE

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030722.M
: 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 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.255  3.38ng 76484  Phenanthrene-dio 17.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90

2 Tridecanoic acid, 12-methyl-, me... 242 C15H3002
3 Pentadecanoic acid, methyl ester 256 C16H3202

005129-58-8 80
007132-64-1 78

4 Methyl tetradecanoate 242 C15H3002 000124-10-7 72
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 59
Abundance Scan 2514 (18.255 min): BG052600.D\data.ms (-2510) (-  m/z 74.15 100.00%
74.2
5000
431 A
P s
43.2 227.3
‘ ‘ 101 w52 212 o 18.00 18.50
o“wuuwmwkwhﬂwﬂ_wuwhu‘kuuwmuumu_‘upu‘_uw m/z 87.05 73.63%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161209: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 18.00 18.50
m/z 43.15 36.54%
143.0
bl 10280 s 2270 s
OH\‘\\\\‘\\\\‘\\‘\\‘}1\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #126268: Tridecanoic acid, 12-methyl-, methyl ester
74.0
Pty e
18.00 18.50
5000 m/z 55.15  29.87%
199.0
‘ 143.0 ‘
oAt B e 220
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143572: Pentadecanoic acid, methyl ester e R e
74.0 18.00 18.50
m/z 41.15 22.68%
5000
43.0
143.0
213.0 256.0
ook lhol A0 g 290 00 |
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30722\
Data File : BG@52600.D

Acqg On : 7 Mar 2022 21:27

Operator : CG/JU

Sample : N1727-02 :

Misc : 20220216-098-21-01-ELUTRIATE

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030722.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.418 3.89 ng 88023  Phenanthrene-d10 17.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91

Abundance Scan 2712 (19.418 min): BG052600.D\data.ms (-2708) (-  m/z 55.15 100.00%

55.1
5000 8r.2
I
oLl L m/z 41.15  65.40%
0

miz--> 5 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 87.0

19.50
m/z 69.10 59.48%

23.0
‘ ‘ w | 180.0 2220 264.0,0.
2‘5“0“\ ‘ ‘w‘m\ “ uw w‘thH‘ u\HU\ n‘“\ el “‘ e 1“ T ‘H‘ S \"
miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0

o

19.50
5000 ITI/Z 74.15 57.17%
87.0
264.0
\HH ‘HH 230 g 800 2220 296.C
0Ll
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester o -
55.0 19.50
m/z 83.15 50.46%
5000
264.0
. 180.0 222.0 206.C
m/z--> 50 100 150 200 250 300 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30722\
Data File : BG@52600.D

Acqg On : 7 Mar 2022 21:27

Operator : CG/JU

Sample : N1727-02 :

Misc : 20220216-098-21-01-ELUTRIATE

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030722.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|
Ethanol, 2-(2-b... 10.806 3.2 ng 37971 2 11.059 234605 20.0
1,2-Benzenedica... 17.873 76.8 ng 1736830 4 17.615 452375 20.0
Hexadecanoic ac... 18.255 3.4 ng 76484 4 17.615 452375 20.0
9-Octadecenoic ... 19.418 3.9 ng 88023 4 17.615 452375 20.0
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