Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\

BF130990.D

Parameters:

RTE
ON

01

0.2

. 0

tion: 5

: 04 Nov 2022 14:00
: CG\JU
: N5335-06

: 7 Sample Multiplier: 1

rteint.p

: TIC: BF130990.D\data.ms

peak R.T. first max 1

# min

6 6.969
7 7.481
8 8.098
9 8.198

8.669

11 9.281
12 9.957
13 10.375
14 10.757
15 11.451

16 11.833
17 12.404
18 12.692
19 12.992
20 13.051

21 13.422
22 13.821
23 14.004
24 14.104
25 14.198

26 14.333
27 15.610

scan scan s

516 520
582 586
751 756
816 820

826 830
910 917
1018 1022 1
1034 1039 1
1099 1119 1

1216 1223 1
1332 1338 1
1404 1409 1
1466 1474 1
1587 1592 1

1654 1657 1
1748 1754 1
1801 1803 1
1850 1854 1
1858 1864 1

1922 1927 1
1991 1995 1
2022 2026 2
2039 2043 2
2053 2059 2

2076 2082 2
2294 2299 2

ast
can

529
589
779
824

833
920
034
042
122

226
342
413
477
596

660
766
807
857
867

935
998
039
047
063

089
306

Sum

PK
TY

rVB
rVB
rBv
rvB
rBv

rBv
rvB
rBv
rvVB
rBv

rBv
rVB
rvVB
rBv
rBv

rvVB
rBv2
rVB
rBv
rvwv

rBv2
rBv
rBv5
rvB
rBv

rBv2
rvB

of corrected areas:

peak
height
1634215
210542
1982811
862283
799640

146299
2109378
145353
859507
1314565

3828906
1118598

331304
2632357
1065032

75084
30092
80219
656961
3926148

38780
99288
78697
898141
84710

27966
444960

8270-BF102722.M Mon Nov 07 11:32:58 2022

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

3 % of largest Peak

100
TOP

corr. corr.

area %

2109698 45.
240735 5.
1928882 41.
1281586 27.
684719 14.

156608 3.
2590113 55.
338453 7.
825404 17.
4648538 100.

4073693 87.
1034359 22.
300773 6.
2620483 56.
952166 20.
61008
71238
63968
543984 1
3854106 8
85374 1
92261 1
242690 5
777513 16
112619 2
70662 1
566767 12.

NR R RR

.84%
.98%
.22%
.73%
.42%

.52%

19%

30328400

: Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Nov 2022 14:00
¢ CG\JU
: N5335-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
BF130990.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF130990.D\data.ms

5534 7.481

2.287

6.534 5910

L

0
Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF130990.D\data.ms
9.281 13.051

10.757

8.669

9.957 11.451
8.198
12.992

10.375
8.09 L
J\ 11833 12.404 12.692

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF130990.D\data.ms

14.104

15.610

0 3.422 13.82%4.0 ‘49,8333

T ‘ T ‘ ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF102722.M Mon Nov 07 11:32:59 2022 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130990.D

Acqg On : 04 Nov 2022 14:00

Operator : CG\JU

Sample : N5335-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.287 61.62 ng 2109700 1,4-Dichlorobenzene-d4 6.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 34 (2.287 min): BF130990.D\data.ms (-26) (-) m/z 73.05 100.00%
73.0
5000 43.0
R B Em
‘ J 8&1 220 240 2.60
ol A sg Il 88wz 43.e5  46.80%
m/z--> 20 40 60 80 100 120
Abundance #5054 Butane, 2-methoxy-2-methyl-
73.0
5000 220 240 260
43.0 m/z 55.10 31.07%
27.0 ‘ 88.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
m/z--> 20 80 100 120
Abundance #15764. 2,2,4—Tr|methy|—3—pentano|
73.0
s e
220 240 2.60
5000 55.0 m/z 87.10  26.38%
39
0 Ll ‘ \ ‘H‘ 88.0  112.0 129.0
“““““ “““ ““,‘ e
m/z-—-> 20 40 80 100 120
Abundance #2246.Snane,tevanuﬁhyh A B e e
73.0 220 240 2.60
m/z 41.10 15.28%
5000
43.0
O 15\.0 \‘\ H 1 ‘\ 880
T “‘,““,‘ T A
mlz--> 0 20 80 100 120 220 240 260

8270-BF102722.M Mon Nov 07 11:33:00 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130990.D

Acqg On : 04 Nov 2022 14:00
Operator : CG\JU

Sample : N5335-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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.
5.146 7.03 ng 240735 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 520 (5.146 min): BF130990.D\data.ms (-516) (-) m/z 43.00 100.00%
43.0
59.1
5000
R EE AR RRR R
‘ 83.1 1011 4.80 5.00 5.20 5.40
Ol et S L m/z 59.10 57.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 T T T T T TR
4.80 5.00 5.20 5.40
101.0 m/z 101.10  16.30%
31.0 83.0
0\\‘\\\\‘\\\‘\“‘\\\\“M\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T
4.80 5.00 5.20 5.40
5000 m/z 58.10  13.42%
41.0
290 101.0
obeprrrrpreber el 730, 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- T e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.39%
5000
410 101.0
b 180 T Wl ol o 80 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF102722.M Mon Nov 07 11:33:01 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130990.D

Acqg On : 04 Nov 2022 14:00
Operator : CG\JU

Sample : N5335-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.969 4.57 ng 156608 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 83
3 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 64
4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 59
5 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
Abundance Scan 830 (6.969 min): BF130990.D\data.ms (-826) (-) m/z 57.10 100.00%
57.1
5000 41.0
631 T e —
H ‘ ‘ ] 6.60 6.80 7.00 7.20
bl il 99 myz a1.e5  39.28%
m/z--> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 B R B e e o
41.0 6.60 6.80 7.00 7.20
83.0 m/z 43.10 33.16%
m/z--> 20 40 60 80 100 120 140
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
6.60 6.80 7.00 7.20
5000 m/z 55.00 25.09%
41)0
‘ 83.0
ol 1890 L Al L “1 el ‘1‘1;210‘ SN
m/z--> 20 40 60 80 100 120 140
Abundance #22117: Heptane, 2,3,6-trimethyl- /\m g A e
57.0 6.60 6.80 7.00 7.20
m/z 56.10 20.32%
5000
41,0
o259 | | 150 %0 g NN
mlz--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20

8270-BF102722.M Mon Nov 07 11:33:02 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130990.D

Acqg On : 04 Nov 2022 14:00
Operator : CG\JU

Sample : N5335-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.098 8.20 ng 338453 Naphthalene-d8 8.198

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 56
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
Abundance Scan 1022 (8.098 min): BF130990.D\data.ms (-1018) (-) m/z 45.10 100.00%
451
5000
750 T
1l Lo y100r 1324 5705 97.579
0 “W“““u‘ s e e A m/z 57.05 97.57%
m/z--> 20 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \H‘HH’\H\‘HH‘\H\/
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.05 40.08%
0 LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \1\0?\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
R e AREEEEEEEN
7.80 8.00 8.20 8.40
5000 m/z 56.10 17.33%
29.0 75.0
100.0
0 w\uwwwi?‘%"wv?w
m/z--> O 60 80 100 120 140 160
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- S RRRERERS M  RRRARE
45.0 7.80 8.00 8.20 8.40
m/z 75.00 16.95%
5000
89.0
2710
SIS AR N
mlz--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF102722.M Mon Nov 07 11:33:03 2022 Page: 6



Data Path :
Data File :
: 04 Nov 2022 14:00
: CG\JU

: N5335-06

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
BF130990.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Butenedioic acid (E)-, bi

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.992 13.99 ng 543984  Chrysene-d12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butenedioic acid (E)-, bis(2-e... 340 C20H3604

2 Fumaric acid, 2-ethylhexyl 8-chl... 374 C20H35C1l04

3 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603
4 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403

000141-02-6 91
1000405-57-8 59
1000383-13-3 50
014858-73-2 27

5 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 27
Abundance Scan 1854 (12.992 min): BF130990.D\data.ms (-1850) (- 70.10 100.00%
70.1
5000 12.1
2111
H‘ 670 13.00
ob bl L 1870 4 2831 sz 57.10 92.09%
miz--> 50 100 150 200 250 300
Abundance #248648: 2-Butenedioic acid (E)-, bis(2-ethylhexyl) ester
70.0 112.0
5000 ‘A’\“‘;\\ T T T
13.00
211.0 m/z 55.05 57.22%
0 5 ‘\‘ ““\ it ‘H‘ “‘ \M‘\ T ‘1\67\0\\ T i T \\28\3\0‘ T
miz--> 100 150 200 250 300
Abundance #282876. Fumaric acid, 2-ethylhexyl 8-chlorooctyl ester
70.0 112.0
o)
1300
5000 41.05  46.47%
209
ok b S il 270 FUDHOO st
m/z--> 50 100 150 200 250 300
Abundance  #111484: Carbonic acid, isobutyl 2-ethylhexyl ester
57.0 13.00
m/z 100.00 46.03%
5000
‘ 112.0
ow“”Hw “ _m‘_”‘_”‘_”‘_‘
m/z--> 100 150 200 250 300 1300

8270-BF102722.M Mon Nov 07 11:33:04 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130990.D

Acqg On : 04 Nov 2022 14:00
Operator : CG\JU

Sample : N5335-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 2-[2-[2-[2-[2-[2-[2-[2-[2-[... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.422 2.20 ng 85374  Chrysene-d12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 516 C23H48012 1010352-04-4 91
2 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 91
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 472 C21H44011 ©27425-92-9 91
4 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 340 C15H3208 004437-01-8 90
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox. .. 428 C19H40010 006048-68-6 90
Abundance Scan 1927 (13.422 min): BF130990.D\data.ms (-1922) (- 45.10 100.00%
451
5000
103.0
| ‘ 207.1 13.50
O b L mjz s9.60  83.03%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #340313; 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ett
45.0
103.0
5000
1350
m/z 89.00 36.02%
0 ‘ T \‘u \“‘ \ ‘hl‘\\“ \‘ \“ \ T \ T ‘ T \ T \2‘6\\5\ \0\ ‘ T \:3\4.\1‘.0\ \:\39\7‘.\0\ T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #137460: 2,5,8,11,14-Pentaoxahexadecan-16-ol
45.0
Lk %‘ .
1350
5000 m/z 103.00  23.62%
103.0
0 H\‘H 1163.0 224.0
P “‘H‘“‘H““‘w““_““‘u““u
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #332201: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethox Jm ‘A WA Ay
45.0 13.50
m/z 58.10 22.83%
103.0
5000
A I " l L 2510297.0 3630 429,
m/z--> 0 50 100 150 200 250 300 350 400 13.50

8270-BF102722.M Mon Nov 07 11:33:06 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130990.D

Acqg On : 04 Nov 2022 14:00
Operator : CG\JU

Sample : N5335-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 7 Hexanoic acid, 2-ethyl-, ox... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.822 2.37 ng 92261  Chrysene-d12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl-, oxybis(... 446 C24H4607 018268-70-7 91
2 Triethylene glycol di(2-ethylhex... 402 C22H4206 000094-28-0 81
3 3-Chlorothiobenzamide 171 C7H6CINS 002548-79-0 43
4 Adipic acid, 4-heptyl propyl ester 286 C16H3004 1000349-73-5 35
5 3,4-Dichlorobenzonitrile 171 C7H3C12N 006574-99-8 35
Abundance Scan 1995 (13.821 min): BF130990.D\data.ms (-1991) (- m/z 57.10 100.00%
57.1 1711
5000 1271
= T
H ‘ | 200.0 13.50 14.00
O bk Ldoy 2090 h, 171010 96.56%
m/z--> 50 100 150 200 250 300
Abundance #324315: Hexanoic acid, 2-ethyl-, oxybis(2,1-ethanediylo
171.0
57.0
5000 — pe
127.0 13.50 14.00
m/z 127.10  45.73%
01\5\0‘\ \LH“‘\ M \‘L‘\ M\ i T ‘21\5\(\) \2‘59\0\3\0‘2\0\ T
m/z--> 50 100 150 200 250 300
Abundance #303611: Triethylene glycol di(2-ethylhexoate)
57.0
171.0
— i
127.0 13.50 14.00
5000 ’ m/z 99.10 33.11%
o100 L il Li, | 202500 sae
m/z--> 50 100 150 200 250 300
Abundance #46699: 3-Chlorothiobenzamide
171.0 13.50 14.00
m/z 43.00 21.22%
5000 60.0
111.0
0 Dl
mlz--> 50 100 150 200 250 300 13.50 14.00

8270-BF102722.M Mon Nov 07 11:33:07 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130990.D

Acqg On : 04 Nov 2022 14:00

Operator : CG\JU

Sample : N5335-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Trichloroacetic acid, tride... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.004 6.24 ng 242690  Chrysene-d12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 64

2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 64
3 1-Heptacosanol 396 C27H560 002004-39-9 64
4 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 58
5 2-Pentadecanol 228 C15H320 001653-34-5 53
Abundance Scan 2026 (14.004 min): BF130990.D\data.ms (-2022) (- m/z 43.05 100.00%
43.0
3.1
5000
133.0
T
177.2 2211 14.00
ofJ»“M w2810 m/z s5.10 97.43%
m/z--> 50 100 150 200 250 300 350
Abundance #252708: Trichloroacetic acid, tridecyl ester
43.0
83.0
5000 — :
14.00
260 m/z 57.05 94.19%
L \L L, 20
0 ‘f\\r\‘ ‘H W“\\\‘\\\\\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300 350
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
T
97.0 14.00
5000 m/z 45.10  91.68%
169.0 238.0
. bt oo 2830
m/z--> 100 150 200 250 300 350 A
Abundance #299848: 1-Heptacosanol % A i
57.0 97.0 14.00
m/z 69.10 79.90%
5000
9.0
oL L ‘ \ M\ A \\\ b 181. 0222026403060 378.(
e A L e e R
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130990.D

Acqg On : 04 Nov 2022 14:00
Operator : CG\JU

Sample : N5335-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 9 Triphenylphosphine oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.198 2.90 ng 112619  Chrysene-d12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 47
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 43
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38
Abundance Scan 2059 (14.198 min): BF130990.D\data.ms (-2053) (- m/z 277.10 100.00%
2771
5000
77.1 199.0 e —r—
39.1 ‘ 150 152. H 14.00 14.50
O\H\"i”‘”‘m”“w 20T m/z 278.18  29.28%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — —
14.00 14.50
77.0 199.0 m/z 77.16  21.88%
152.0
0 \2\7\.0\ ‘}‘ T T “\ T ‘ T T L ‘“\ T \ T H T T T T ‘ T T ‘\ T ‘ T
miz—-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 199.00  21.03%
77.0 183.0
ol 29 L 100 L U\ 280 |
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy A A
277.0 14.00 14.50
m/z 201.00 18.61%
5000
7.0 183.0
131.0
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130990.D

Acqg On : 04 Nov 2022 14:00
Operator : CG\JU

Sample : N5335-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.287 61.6 ng 2109700 1 6.910 684719 20.0
2-Pentanone, 4-... 5.146 7.0 ng 240735 1 6.910 684719 20.0
1-Hexanol, 2-et... 6.969 4.6 ng 156608 1 6.910 684719 20.0
Ethanol, 2-(2-b... 8.098 8.2 ng 338453 2 8.198 825404 20.0
2-Butenedioic a... 12.992 14.0 ng 543984 5 14.104 777513 20.0
2-[2-[2-[2-[2-[... 13.422 2.2 ng 85374 5 14.104 777513 20.0
Hexanoic acid, ... 13.822 2.4 ng 92261 5 14.104 777513 20.0
Trichloroacetic... 14.004 6.2 ng 242690 5 14.104 777513 20.0
Triphenylphosph... 14.198 2.9 ng 112619 5 14.1e4 777513 20.0
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