LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101022\
Data File : BG@55115.D

Acqg On : 10 Oct 2022 16:40
Operator : CG/JU

Sample : N5052-01

Misc :

ALS vial : 7 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: BGO55115.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.364 8 13 30 rVB 748408 1145949 16.51% 5.864%
2 5.373 348 355 363 rBvV 63350 95263 1.37% 0.487%
3 5.849 429 436 445 rVB 303922 498350 7.18%  2.550%
4 7.453 700 709 720 rVB 204713 354636 5.11% 1.815%
5 8.329 850 858 865 rBV 103717 175447 2.53% 0.898%
6 9.498 1049 1057 1066 rVB 381569 671658 9.68%  3.437%
7 10.902 1290 1296 1308 rBV 80849 143556 2.07% 0.735%
8 11.161 1333 1340 1349 rBV 138636 247116  3.56% 1.264%
9 13.570 1742 1750 1757 rBV 1063244 1632115 23.51% 8.351%
10 14.939 1973 1983 1990 rBV 256785 391777 5.64% 2.005%
11 16.413 2227 2234 2244 rBV 1106758 1642965 23.67% 8.407%
12 17.459 2405 2412 2429 rVB 287887 473946 6.83% 2.425%
13 17.671 2442 2448 2455 rVB 379707 572740 8.25% 2.931%
14 18.523 2588 2593 2602 rBV 71883 111424 1.61% 0.570%
15 18.617 2602 2609 2614 rBV 4716612 6940915 100.00% 35.516%

16 20.250 2880 2887 2894 rBV 2359143 3125752 45.03% 15.994%
17 21.966 3172 3179 3186 rBV ~ 379585 641660
18 25.415 3756 3766 3780 rVB3 217256 677989  9.77%  3.469%
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Sum of corrected areas: 19543258
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101022\
BGO55115.D

: 10 Oct 2022 16:40

: CG/JU

: N5@52-01

: 7 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101022\
Data File : BG@55115.D

Acqg On : 10 Oct 2022 16:40

Operator : CG/JU

Sample : N5052-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

R.T. EstConc Area Relative to ISTD R.T.
3.364 130.63 ng 1145950 1,4-Dichlorobenzene-d4 8.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 13 (3.364 min): BG055115.D\data.ms (-8) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
‘ 3.403.503.603.703.80
bt e L w/z 43.e0  44.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T
430 250 3.403.503.603.703.80
87.0 m/z 55.00 29.13%
27.0
0H‘HH‘H\m“{H\“’1\‘\\‘\‘\1‘\“HHH\lu‘uu‘uu‘\.\u‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R EARARREsaEanEe
M0 g 87.0 3.403.503.603.703.80
5000 ' m/z 87.00 25.60%
29.0
wo |l
L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- P
73.0 3.403.503.603.703.80
m/z 41.00 14.47%
5000 43.0
58.0
) SNBSS B NS 1 NS NS SN N S —
mlz--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101022\
Data File : BG@55115.D

Acqg On : 10 Oct 2022 16:40
Operator : CG/JU

Sample : N5052-01

Misc

ALS vial : 7 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 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.373 10.86 ng 95263 1,4-Dichlorobenzene-d4 8.329

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 355 (5.373 min): BG055115.D\data.ms (-348) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 T
‘ 83.0 ‘ 5.00 5.20 5.40 5.60
O et sl e et e M/Z 59.08 52.35%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 L L o e
5.00 5.20 5.40 5.60
101.0 m/z 101.00 16.55%
0 29'\0 L m‘ 83\'0
\\‘\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 13.84%
0 Il 730 126.0 1420
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- s A REEmaRREE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.63%
41.0
5000
86.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101022\
Data File : BG@55115.D

Acqg On : 10 Oct 2022 16:40
Operator : CG/JU

Sample : N5052-01

Misc

ALS vial : 7 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 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.902 11.62 ng 143556  Naphthalene-d8 11.161
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Propanoic acid, 3-methoxy-2-meth... 132 C6H1203 003852-11-7 50
Abundance Scan 1296 (10.902 min): BG055115.D\data.ms (-1290) (- | m/z 45.00 100.00%
45.0
5000 K
=0 1050 11.00
101.0
0 w““‘W‘}MHW??’TPWH_H m/z 57.00  96.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \
29.0 10.50 11 OO
75.0 m/z 41.00 39.33%
0 T ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \19?\0\ T ‘ \1\312\0‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
- —
10.50 11.00
5000 m/z 75.00 17.51%
29.0 75.0
100.0
o L by m\“ R N |
m/z--> 40 60 80 100 120 140 160
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — T
45.0 10.50 11.00
m/z 56.00 15.51%
5000
89.0
2710
S A A S A
mlz--> 20 40 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101022\
Data File : BG@55115.D

Acqg On : 10 Oct 2022 16:40

Operator : CG/JU

Sample : N5052-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 4 1,2-Benzenedicarboxylic aci... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.459 16.55 ng 473946  Phenanthrene-d10 17.671
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, mo... 222 C12H1404 000131-70-4 83
2 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 83
3 2-((4-Methylpentyloxy)carbonyl)b... 250 C14H1804 848131-14-6 83
4 1,2-Benzenedicarboxylic acid, bi... 250 C14H1804 000605-45-8 78
5 Phthalic acid, monooctyl ester 278 C16H2204 005393-19-1 78

Abundance Scan 2412 (17.459 min): BG055115.D\data.ms (-2405) (- | m/z 149.00 100.00%
149.0
5000 jkh
410 77010?0 20 1750
0 w\h“wl_ww,“”whwu‘wmW'W,mWm_m_ m/z 76.00  13.44%
miz--> 20 40 60 80 100120 140160 180200220 240 260 280
Abundance #101175: 1,2-Benzenedicarboxylic acid, monobutyl ester
149.0
5000 T 7
56.0 17.50
' m/z 103.95 12.92%
93.0
m/z--> 20 40 60 80 100120140160 180200 220240260280
Abundance #241934: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexy
149.0
1750
5000 m/z 65.00 10.74%
76.0 104.0
P T | 179.0 2230 2670
e e
m/z--> 20 40 60 80 100120140160 180200 220240260280
Abundance #135558: 2-((4-Methylpentyloxy)carbonyl)benzoic acid
149.0 1750
m/z 150.00 9.92%
5000
02080 1090 | awo I
miz--> 20 40 60 80 100120 140160 180200220 240 260 280 17.50

8270-BG100322.M Wed Oct 12 12:21:45 2022

Page:

6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101022\
Data File : BG@55115.D

Acqg On : 10 Oct 2022 16:40
Operator : CG/JU

Sample : N5052-01

Misc

ALS vial : 7 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 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.523 3.89 ng 111424  Phenanthrene-di10 17.671
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5 1000226-06-4 43

Abundance Scan 2593 (18.523 min): BG055115.D\data.ms (-2588) (- | m/z 73.00 100.00%

430 730
5000
129.0 213.1 —

m 171.1 ‘ 256.1 18.50
‘HHMWNM quuuhﬂmﬁwu_‘uwuw‘ﬁ‘quwwwuw‘ul_ m/z 43.00  81.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0
18 50

m/z 60.00 75.10%

o

S

1510185021&0 256.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 .
’ 1850
5000 129.0 m/z 41.00 69.04%
171.0
0 “‘}H‘i‘;\“u“w“\;u “M\“ \H“‘ “‘\““\““‘\““‘\““\““\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid —T ‘
430 73.0 18.50

m/z 55.00 66.94%

5000 129.0
s
‘ H\ b Ml ‘ il ‘\ \‘M‘\ i ‘ | : :

\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101022\
Data File : BG@55115.D

Acqg On : 10 Oct 2022 16:40
Operator : CG/JU

Sample : N5052-01

Misc

ALS vial : 7 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... 3.364 130.6 ng 1145950 1 8.329 175447 20.0
2-Pentanone, 4-... 5.373 10.9 ng 95263 1 8.329 175447 20.0
Ethanol, 2-(2-b... 10.902 11.6 ng 143556 2 11.161 247116 20.0
1,2-Benzenedica... 17.459 16.6 ng 473946 4 17.671 572740 20.0
n-Hexadecanoic ... 18.523 3.9 ng 111424 4 17.671 572740 20.0
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