LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133187.D

Acqg On : 02 May 2023 14:15

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS Vvial : 10 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_ F\Methods\8270-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133187.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.940 481 485 491 rVB 159644 216027 3.35% 0.488%
2 5.351 549 555 558 rBvV 5038643 5584529 86.72% 12.614%
3  6.375 723 729 732 rBV 5035967 5708357 88.65% 12.894%
4 6.728 786 789 792 rBV 1668610 1308503 20.32% 2.956%
5 6.798 797 801 804 rBV 108683 91461 1.42% 0.207%

6 7.298 8380 886 889 rBV 3894610 3735065 58.00% 8.437%
7 8.016 1004 1008 1011 rVB 2018592 1754432 27.24% 3.963%
8 9.092 1185 1191 1194 rBV 6792922 6247731 97.02% 14.113%
9 9.369 1234 1238 1246 rBV 514783 436637 6.78%
9.763 1302 1305 1309 rVB 2272101 2000995 31.07%
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11 10.480 1423 1427 1430 rBV 528946 417353 6.48%
12 10.557 1435 1440 1443 rBV 4028285 3923244 60.92%
13 11.245 1553 1557 1561 rBV 2231370 2007691 31.18%
14 11.786 1645 1649 1664 rBV 768911 765193 11.88%
15 12.386 1748 1751 1758 rBV 142834 116047 1.80%
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16 12.568 1779 1782 1795 rBV2 159698 184773 2.87%
17 12.839 1823 1828 1831 rBV 6190782 6439467 100.00% 14.546%

[
IS
=
~N
B

18 13.745 1978 1982 1998 rBV 256569 615499 9.56% 1.390%
19 13.880 2001 2005 2009 rVV 1634719 1473125 22.88%  3.328%
20 14.215 2059 2062 2065 rBV 106010 86791 1.35% 0.196%
21 14.368 2084 2088 2091 rBV 68005 67509 1.05% ©.152%

22 15.304 2242 2247 2252 rBV 905389 1090431 16.93% 2.463%

Sum of corrected areas: 44270860
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 02 May 2023 14:15
¢ CG\JU
. 02270-26

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
BF133187.D

SB-16-14-16-20230413

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF133187.D\data.ms

5.351 6.375

7.298

6.728

4.940 .798
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Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF133187.D\data.ms

9.092 12,839

10.557

9.763 11.245

8.016

11.786
10.4

0
Time-->
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Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF133187.D\data.ms

13.880
15.304

13.74 14.20%368

Time-->
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T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133187.D

Acqg On : 02 May 2023 14:15

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 5
R.T. EstConc Area Relative to ISTD R.T.
4.940 3.30 ng 216027 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 .alpha.-Hydroxyisobutyric acid, ... 146 C6H1004 1000374-31-3 9

Abundance Scan 485 (4.940 min): BF133187.D\data.ms (-481) (-) m/z 42.95 100.00%

43.0
59.0
5000
tolt 4.60 4.80 5.00 5.20
Ll | ‘ 83.0 : : : : 9
-ttt m/z 59.05 53.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A RARAREEE RN REEEE R
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 101.10  18.03%
O\\\‘\f‘f‘!‘\\f?“ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
e EARRmEESS ST
4.60 4.80 5.00 5.20
5000 m/z 57.95 14.03%
58.0
150 570 72‘-0 100.0
(O o B L L B A AR S s S R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4576: Morpholine, 4-methyl- e RARRERESSE
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.17%
5000
15.0 710 101.0
27.0 560 | ‘
Y O O T AN -2 NN R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20

8270-BF042123.M Wed May 03 10:52:16 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133187.D

Acqg On : 02 May 2023 14:15

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Ethylhexyl mercaptoacetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
o369 436 ng 436637 Acenaphthene-d1e 5.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S  007659-86-1 87

2 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604
3 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404

1010309-38-5 64
1000309-39-0 52

4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 50
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 47
Abundance Scan 1238 (9.369 min): BF133187.D\data.ms (-1234) (-) m/z 57.05 100.00%
57.0
5000
P e
‘ ‘ 83.1 11‘2'1 s 9.00 9.20 9.40 9.60
o S b MR 7110 65.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 L B RN B B I
9.00 9.20 9.40 9.60
20.0 112.0 m/z 43.05  62.47%
‘ ‘ ‘ 83.0 ‘
0 \\\‘\‘\\\“‘\m\\ ‘\\‘M‘h\l\‘\\\‘\‘\\\\1‘4\‘5\.(\)-}’6\4?0\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #145531: Oxalic acid, 2-ethylhexyl isobutyl ester
57.0
PP T SRR T
9.00 9.20 9.40 9.60
5000 m/z 41.05 42.32%
112.0
29.0 ‘ 83.0 157.0
S B N . M S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #217149: Oxalic acid, bis(2-ethylhexyl) ester R EAREEEE EEL
57.0 9.00 9.20 9.40 9.60
m/z 55.10 29.62%
5000
29.0 112.0
| 83"0 ‘ 157.0
bbbl e e
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133187.D

Acqg On : 02 May 2023 14:15

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.480 4.17 ng 417353  Acenaphthene-d10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzoylformic acid 150 C8H603 000611-73-4 47
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1427 (10.480 min): BF133187.D\data.ms (-1423) (- m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.0 i
10.50
152.1
b b 228 0T m/z 77.05  60.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 T
182.0 10.50
51.0 m/z 182.16  52.01%
ol 20 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid
105.0
77.0 A
10.50
5000 m/z 51.05 25.66%
51.0
2710, | ) | 150.0
R o e e AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide A
105.0 10.50
m/z 183.10 7.74%
77.0
5000
51.0
ol 280 | ) 1340 165.0 .
e R A e A e s
m/z--> 20 40 60 80 100 120 140 160 180 10.50

8270-BF042123.M Wed May 03 10:52:18 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133187.D

Acqg On : 02 May 2023 14:15

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.786 7.62 ng 765193  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1649 (11.786 min): BF133187.D\data.ms (-1645) (- m/z 73.00 100.00%
43.0 73.0
5000 1291
213.3 g —
| H‘ 157.1185.2 ‘ 256.2 11.50 12.00
oWw“:‘m‘!wl‘e Hm”n“v‘l i L L L L wz 4365 96.68%
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 T =1
11.50 12.00
167.01g5 02130  256.0 m/z 59.95 85.51%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
— —
43.0 11.50 12.00
5000 m/z 57.05 73.56%
129.0
185.0 228.0
L) ally u I T | il | I
: Joo e ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — =
43.0 ,73.0 11.50 12.00
m/z 41.05 72.84%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133187.D

Acqg On : 02 May 2023 14:15

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.568 2.51 ng 184773  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1782 (12.568 min): BF133187.D\data.ms (-1779) (- m/z 43.05 100.00%
43.0
73.0
5000
129.1
185.2 T .
‘ H‘ ‘ 8 2412 284 1250 |
oL— Hd ’u‘u‘ ‘H!‘ ‘\;H‘M‘uuhi‘\ ‘M bl il ‘L e \‘ S ‘L o ‘L‘ m/z 59.95 81.13%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 50
5000 ol :
129.0 12.50
m/z 73.05 79.20%
‘ 1850 o410 284
0b— \“ \“\ M\ \‘H‘ “u”‘\‘ M ] - L - ‘L - ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
=T \
12.50
5000 129.0 m/z 57.05 78.21%
‘ 199.0 2420
oL— ‘\‘ w’ h!\ “HM\‘\‘ Mhu\ M\‘ u} “‘ ‘]"‘Bﬂ‘q“ L\ S “\ o —
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid T ‘
73.0 12.50
43.0 m/z 55.05 67.48%
5000
129.0
185.0 228.0
oL— “‘ “‘J’u‘u“ ‘HM“ \\‘H‘L {M‘\‘ al “ ‘ I m‘\ e \‘ B — — —
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133187.D

Acqg On : 02 May 2023 14:15

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 6 Pentadecafluorooctanoic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.745 8.36 ng 615499  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91
3 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 91
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
5 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 91

Abundance Scan 1982 (13.745 min): BF133187.D\data.ms (-1978) (- m/z 57.05 100.00%

57.0
5000

T
13.50 14.00

5.1
? 248.1 o
o‘Hw‘I‘HJ‘m‘-mwwww?’ﬁ?’:%_Hwwwwww m/z 43.10  76.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
13.50 14.00

m/z 55.05 57.83%

Ol‘f‘\fgl1T12f5l2.03619.064?"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #333669: Hexacosyl trifluoroacetate
57.0

—
13.50 14.00
5000 m/z 71.10  54.38%

5.0
| Hh ‘195 0264.0 336.0 409.0
e _H L e
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance : i

#348482: Dotriacontyl heptafluorobutyrate T —
57.0 13.50 14.00

m/z 83.05 51.85%

) 4\NJ\KM
ol hm%o 278.0348.0 448.0 644

m/z--> 50 100150 200 250 300 350 400 450 500 550 600 650 13.50 14.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133187.D

Acqg On : 02 May 2023 14:15

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.940 3.3 ng 216027 1 6.728 1308500 20.0
2-Ethylhexyl me... 9.369 4.4 ng 436637 3 9.763 2001000 20.0
Benzophenone 10.480 4.2 ng 417353 3 9.763 2001000 20.0
n-Hexadecanoic ... 11.786 7.6 ng 765193 4 11.245 2007690 20.0
Octadecanoic acid 12.568 2.5 ng 184773 5 13.880 1473130 20.0
Pentadecafluoro... 13.745 8.4 ng 615499 5 13.880 1473130 20.0
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