LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38729.D

Acq On : 14 Feb 2023 14:26

Operator : CG/JU

Sample : 01328-11 :

Misc : COMP-3-BORING-1-14-23

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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38729.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.987 301 306 315 rvB 228319 307103 16.48%  2.850%
2 5.457 380 386 397 rBv 640686 917316 49.23% 8.512%
3 7.075 654 661 675 rBV 602887 903300 48.48%  8.382%
4 7.898 795 801 808 rVB 168982 250771 13.46% 2.327%
5 9.075 994 1001 1011 rBV 355624 560958 30.10% 5.205%

6 10.710 1270 1279 1286 rBV 193335 313339 16.82% 2.907%
7 13.163 1690 1696 1704 rBV 951665 1356110 72.78% 12.583%
8 14.539 1924 1930 1941 rBV 311797 427077 22.92%  3.963%
9 15.898 2155 2161 2166 rBV 34268 44686 2.40% 0.415%
10 16.033 2177 2184 2195 rBV 816359 1133697 60.84% 10.520%

11 17.286 2391 2397 2403 rBV 348337 481542 25.84% 4.468%
12 18.168 2541 2547 2557 rBV 203701 313498 16.82%  2.909%
13 18.245 2557 2560 2565 rVB 11906 19966 1.07% ©.185%
14 19.327 2741 2744 2751 rVB7 13645 24230 1.30% ©0.225%
15 19.445 2759 2764 2777 rBV2 106400 177662  9.53% 1.649%
16 19.721 2807 2811 2818 rVB 19677 31171  1.67% 289%

17 19.903 2836 2842 2848 rBV 1573867 1863366 100.00% 17.
18 21.156 3051 3055 3061 rBV 70581 110678 5.94%
19 21.462 3102 3107 3112 rBV 490991 602122 32.31%
20 22.327 3250 3254 3261 rVB 145686 187862 10.08%

RPURPNO®
[
N
N
R

21 23.838 3505 3511 3520 rBV2 377252 750628 40.28% 6.965%

Sum of corrected areas: 10777082
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 14 Feb 2023 14:26
: CG/JU
: 01328-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21423\
BM@38729.D

COMP-3-BORING-1-14-23

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BM038729.D\data.ms

5.457 7.075

9.075

4.987 7.898 10.710

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BM038729.D\data.ms
19.903

13.163
16.033

14539 17.286

18.168
19.445
15-8% 18,245 19.34719.72

0

S s A GHS Y | UM S5 ST P RLL & e St = 2L

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

TIC: BM038729.D\data.ms

21.462

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38729.D

Acq On : 14 Feb 2023 14:26

Operator : CG/JU

Sample : 01328-11 :

Misc : COMP-3-BORING-1-14-23

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.987 24.49 ng 307103 1,4-Dichlorobenzene-d4 7.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 306 (4.987 min): BM038729.D\data.ms (-301) (-) m/z 43.00 100.00%
43.0
590.1
5000
101.0
RERRRE R
4.60 4.80 5.00 5.20 5.40
L J 83.1 9
ottt m/z 59.10 61.12%
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 B R LB B I
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  28.80%
AT 0 83\'0 |
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #35323: 2-Nonanone, 9-hydroxy-
43-0 58.0
s EaanaEE
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.02%
71.0
83.0
SRS T s -
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime P
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.16%
5000
101.0
15.0 58.0
O b o 100, 840
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38729.D

Acq On : 14 Feb 2023 14:26

Operator : CG/JU

Sample : 01328-11 :

Misc COMP-3-BORING-1-14-23

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.898 2.09 ng 44686  Acenaphthene-d10 14.539
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Glyoxylohydroximoyl chloride, 2-... 183 C8H6CINO2 004937-87-5 49
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 46
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 46
5 Benzoylformic acid 150 C8H603 000611-73-4 43
Abundance Scan 2161 (15.898 min): BM038729.D\data.ms (-2155) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 A
T
15.50 16.00
152.0 206.9
Otk et 2988 s 77,00 69.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0 A
5000 — ey
15.50 16.00
510 m/z 182.00  60.99%
210 | | 1260 1520 |
O‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\’\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58177: Glyoxylohydroximoyl chloride, 2-phenyl-
10

5.0
“ e
77.0 15.50 16.00
5000 ITI/Z 51.00 26.87%
51.0
183.0
0 bl ‘ IT— | 12601470
R R e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32009: Acetophenone, 2-chloro- P ‘ ‘[\ ‘
105.0 15.50 16.00
m/z 180.90  13.02%
77.0
5000
51.0
0 27"0‘ | Ll 15\40 A
R R R RS — =
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38729.D

Acq On : 14 Feb 2023 14:26

Operator : CG/JU

Sample : 01328-11 :

Misc : COMP-3-BORING-1-14-23

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.168 13.02 ng 313498 Phenanthrene-die 17.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Undecanoic acid 186 C11H2202 000112-37-8 50

Abundance Scan 2547 (18.168 min): BM038729.D\data.ms (-2541) (- | m/z 73.00 100.00%

73.0
43.0
5000

=
18.00 18.50

0 w‘i‘:“ m/z 60.00 74.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50

m/z 43.00 58.37%

’ 157-0185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0

T
430 18.00 18.50

5000 m/z 55.10 57.00%
129.0
185.0 228.0
o b dLALICACA 2572
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid e e
73.0 18.00 18.50

m/z 41.10 55.79%

43.0
=000 129.0 /kM
171.0
214.0
ol 4L ‘H\\H‘lm‘ AN .

e ‘
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38729.D

Acq On : 14 Feb 2023 14:26

Operator : CG/JU

Sample : 01328-11 :

Misc : COMP-3-BORING-1-14-23

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.445 5.90 ng 177662  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59

Abundance Scan 2764 (19.445 min): BM038729.D\data.ms (-2759) (- | m/z 73.00 100.00%
7’2

3.0
43.0
5000 129.0
185.1 2412

L) | s
R w ‘M \\!‘\m‘\\‘wh‘\‘h w}‘hh“h}w Wl ol ‘L s \‘ ol - ‘L‘ m/z 60.00 76.37%

m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
129.0 284.C

43.0
5000 T !
1850 2410 19.50
— \“‘ ‘H‘H
50

o

m/z 43.00 71.81%

0 T L B R T T T
m/z--> 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
—
19.50
5000 129.0 m/z 55.00 62.80%
‘ ‘ 199.0 2420
oL— ‘\‘ m ‘H‘M UH ‘\H‘HH Hhu\ M\‘ il “‘ ‘1‘61‘0; ‘ . ‘i SN— “\ — —
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid T
73.0 19.50
43.0 m/z 41.00 55.37%
5000
129.0
185.0 228.0
ok ‘L‘ - — —
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38729.D

Acq On : 14 Feb 2023 14:26

Operator : CG/JU

Sample : 01328-11 :

Misc : COMP-3-BORING-1-14-23

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 5 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.156 3.68 ng 110678  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Tetracosene 336 C24H48 010192-32-2 87
4 n-Tetracosanol-1 354 (C24H500 000506-51-4 83
5 1-Octadecanol 270 C18H380 000112-92-5 80

Abundance Scan 3055 (21.156 min): BM038729.D\data.ms (-3051) (- | m/z 83.10 100.00%
83.
o L
LA Lahat
| Hx 420 21.00 2150
O+l m/z 43.00 99.52%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 —r ——
111.0 21.00 21.50
m/z 57.05 98.87%
‘ ‘ ‘ 169.0 238.0
O\“f‘\\\\‘i\\“\\‘“\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
—— —
21.00 21.50
5000 m/z 97.10 88.14%
7.0
oL 1] ||| 1530 2100 26703210 490,
R A e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #244231: 1-Tetracosene 2oyt I ——
43.0 g97.0 21.00 21.50
m/z 55.05 85.47%
5000
Dl 000 o e S
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38729.D

Acq On : 14 Feb 2023 14:26

Operator : CG/JU

Sample : 01328-11 :

Misc : COMP-3-BORING-1-14-23

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1,3-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.327 6.24 ng 187862  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 53
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 52
3 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 43
4 Phthalic acid, 6-ethyloct-3-yl 2... 418 C26H4204 1000315-53-8 35
5 Terephthalic acid, 4,4-dimethylp... 376 C23H3604 1000415-97-1 35
Abundance Scan 3254 (22.327 min): BM038729.D\data.ms (-3250) (- | m/z 148.95 100.00%
70.0 148.9
261.1
5000
7 P
H h \h | || 2050 || 551 4151 arsa 22 2250
oLl Ly 11,2090 | L 3951 4151 4750 . 7e.e5  93.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0 261.0
5000 — e
22.00 22.50
m/z 261.10 67.91%
. “ .h 1| ‘ 112080 || 3610
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0 T L
70.0 22.00 22.50
5000 m/z 167.00 50.31%
0 "M‘h’wu\m\u\‘\xJ"‘x‘ 2040 || 3610
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #295634: Terephthalic acid, di(4-octyl) ester o st ,
261.0 22.00 22.50
m/z 112.10 45.06%
167.0
5000
112.0
%0 |
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

8270-BM020123.

Tentatively Identified Compound (LSC) summary

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21423\
BM038729.D

: 14 Feb 2023 14:26
: CG/IU
. 01328-11

: 7 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

| --Internal Standard---|

M Wed Feb 15 12:00:08 2023

COMP-3-BORING-1-14-23

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.987 24.5 ng 307103 1 7.898 250771 20.
Benzophenone 15.898 2.1 ng 44686 3 14.539 427077 20.
n-Hexadecanoic ... 18.168 13.0 ng 313498 4 17.286 481542 20.
Octadecanoic acid  19.445 5.9 ng 177662 5 21.462 602122 20.
Heptadecyl hept... 21.156 3.7 ng 110678 5 21.462 602122 20.
1,3-Benzenedica... 22.327 6.2 ng 187862 5 21.462 602122 20.
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