LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39993.D

Acqg On : 24 May 2023 20:39
Operator : CG/JU

Sample : 02894-04

Misc :

ALS Vvial : 19 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-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39993.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.093 301 307 318 rVB 353405 474793 4.59% 0.689%
2 5.564 380 387 395 rBV 5659512 7732441 74.67% 11.220%
3 7.169 652 660 668 rBV 5004975 7639048 73.77% 11.084%
4 8.016 796 804 811 rBV 1240825 1892874 18.28% 2.747%
5 9.181 995 1002 1011 rBV 2857726 4539455 43.84% 6.587%

6 10.834 1272 1283 1289 rBV 1444813 2429226 23.46%
7 13.281 1690 1699 1711 rBV 7117355 9420156 90.97% 13.
8 14.651 1925 1932 1939 rBV 1743021 2453689 23.70%

9 16.004 2156 2162 2169 rBV 657367 859439  8.30%
10 16.134 2177 2184 2192 rBV 4351617 5780256 55.82%

0 R WWwWw
U1
o)}
[
R

11 17.392 2392 2398 2403 rBV 1786720 2443181 23.
12 17.433 2403 2405 2411 rVB 261561 321340 3
13 18.286 2543 2550 2553 rBV2 189863 305582  2.95%
14 18.469 2575 2581 2586 rBvV2 62741 116230 1
15 19.445 2742 2747 2753 rVB 673624 849237 8

RPOO®OW
N
B
w
X

16 19.557 2762 2766 2774 rBV2 101177 155510 1.50%
17 19.810 2799 2809 2817 rBV 593604 991439  9.57%  1.439%
18 20.010 2838 2843 2855 rVB 9555781 10354842 100.00% 15.025%
19 20.298 2889 2892 2901 rVB3 88589 161622 1.56% ©0.235%

(]
N
N
[e))
B

20 20.698 2954 2960 2976 rBV 878751 1270078 12.27%  1.843%
21 21.274 3054 3058 3066 rVB4 320574 484127 4.68% 0.702%
22 21.568 3101 3108 3112 rBV2 2141794 3116009 30.09% 4.521%
23 21.604 3112 3114 3123 rVB 365364 460026 4.44% 0.667%
24 21.727 3132 3135 3143 rVB2 133485 183977 1.78% ©.267%
25 23.274 3392 3398 3402 rBvV2 394129 838738 8.10% 1.217%
26 23.804 3484 3488 3494 rVB 156939 281432 2.72% 0.408%
27 23.909 3501 3506 3515 rVB 267659 588026 5.68% ©.853%

28 24.021 3518 3525 3532 rBV 1392232 2775032 26.80% 4.027%

Sum of corrected areas: 68917805
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39993.D

Acqg On : 24 May 2023 20:39
Operator : CG/JU

Sample : 02894-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039993.D\data.ms
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Abundance TIC: BM039993.D\data.ms

20.010

8000000
13.281

6000000

16.134
4000000

2000000 14.651 17.392

20
16.0 19.4459 81

171433 18.286169 19.557) || 20.298
O e T A e L s e e e L e e e e e e e e

Time--> 12.00 12,50 13.00 1350 14.00 14,50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM039993.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39993.D

Acqg On : 24 May 2023 20:39
Operator : CG/JU

Sample : 02894-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.093 5.02 ng 474793  1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 307 (5.093 min): BM039993.D\data.ms (-301) (-) m/z 43.00 100.00%
3.0
5000
101.0  aamaaas tHESEEE
‘ ‘ 4.80 5.00 5.20 5.40
ol 2202068 n/z 50.008  52.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L LI NI LA BN
4.80 5.00 5.20 5.40
m/z 101.00 21.09%
‘L 101.0
0\\\\‘\“\H\\“H}\\W‘\\-\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime
43.0
T aa e RARAR
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.95%
101.0
150 | 690
— -t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R e ABAREER
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.55%
5000
0 37\ \‘H 12\60
et GO
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\

BM@39993.D

: 24 May 2023 20:39
: CG/IU
. 02894-04

: 19 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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
Concentration Rank 2

Peak Number

R.T. E
16.004 7
Hit# of 5

2 Benzophenone

stConc Area
.01 ng 859439
Tentative ID

Relative to ISTD R.T.

Acenaphthene-d10

1 Benzophenone

2 Azobenzene

3 Benzenecarbothioic acid, S-methy...

4 Acetophenone, 2-chloro-
5 1-Propanone, 3-chloro-1-phenyl-

C13H100
C12H10N2
C8H80S
C8H7C10
C9H9C10

000119-61-9 96
000103-33-3 72
005925-68-8 50
000532-27-4 49
000936-59-4 49

Abundance Scan 2162 (16.004 min): BM039993.D\data.ms (-2156) (- | m/z 105.00 100.00%
1

05.0

77.0
5000 182.0

16.00

39.0 151.9 280.¢ .
rrerr bt e e e e m/z 76,95 63.16%
miz-> 20 40 60 80 100120140160 180200220 240260 280

o

Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— ‘
16.00
m/z 182.00  46.99%
27.0 ] 152.0
0 ’\‘\H“HH‘H\”\‘\H\‘HH‘HH‘\H‘\‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #56777: Azobenzene
77.0
T I
182.0 16.00
5000 m/z 51.00 22.57%
105.0
39.0“ | ‘ 152.0 |
0 Hrr e e e e e e e

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #30107: Benzenecarbothioic acid, S-methyl ester == i
105.0 16.00
m/z 181.00 8.10%
77.0
5000
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39993.D

Acqg On : 24 May 2023 20:39
Operator : CG/JU

Sample : 02894-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.286 2.50 ng 305582  Phenanthrene-d10 17.392
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 2550 (18.286 min): BM039993.D\data.ms (-2543) (- | m/z 72.95 100.00%
3.0
43.0
5000 128.9
T —

213.1
157 1 256.1 18.00 18.50

“‘\\ il ‘\‘"‘““\““‘ HH!“‘\‘\H“"\m’m!“m‘m m/z 59.95 86.80%

0 yuu“”‘;”!“w

o 1

m/z--> 20 40 6 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T L
129.0 18.00 18.50
m/z 43.00 78.35%
LA g,
O ’H‘H‘M‘HH\H\”M\‘H!\\‘}h“\\‘”‘}‘\H\‘\\‘HH‘HH‘\‘H‘\“HH’HH’HH“HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
—— —
43.0 18.00 18.50
5000 129.0 ITI/Z 57.05 66.11%
171.0
‘ 214.0
0 “MU‘ M‘ “‘HM ﬂm‘w‘m e ‘m_w“wH“‘,w,wwwm
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid — —
73.0 18.00 18.50
43.0 m/z 55.00 62.75%
5000
129.0
185.0 228.0
oL TN AL N P O AP S —— —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
BM@39993.D

: 24 May 2023 20:39
: CG/IU
. 02894-04

: 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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-Octadecenamide, (Z)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.698 8.15 ng 1270080 Chrysene-d12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 99
2 Octanamide 143 C8H17NO 000629-01-6 50
3 Dodecanamide 199 C12H25NO 001120-16-7 50
4 Nonanamide 157 CO9H19NO 001120-07-6 50

5 Methyl 17-methoxy-10-methoxycarb... 386 C22H4205 1000110-20-7 43

Abundance Scan 2960 (20.698 min): BM039993.D\data.ms (-2954) (- | m/z 58.95 100.00%
59.0
5000 A\
— —
“ ‘ 126.0 20.50 21.00
- p”‘ W‘W‘u““‘} Idyo 2070 2810 3559 4290 ... 72,08 70.05%
miz--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T -
20.50 21.00
‘ m/z 55.00  40.55%
126.0
Ot L‘\ ‘\‘ ‘H‘ ‘H}“‘J‘M\"““‘} ‘\‘“\“H'} "\1\8\4\.‘0\ T \2\8\‘1\(‘)\ L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #23422: Octanamide
59.0
—— —
20.50 21.00
5000 m/Z 41.00 34.65%
L4110
Y O
m/z--> 50 100 150 200 250 300 350 400
Abundance #74753: Dodecanamide T —
59.0 20.50 21.00
m/z 43.00  25.85%
B VMAAMWWMWA\A\MNWWNW
128.0
oL 1L 1280 1090
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39993.D

Acqg On : 24 May 2023 20:39
Operator : CG/JU

Sample : 02894-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.274 3.11 ng 484127  Chrysene-d12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 93
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 93
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
Abundance Scan 3058 (21.274 min): BM039993.D\data.ms (-3054) (- | m/z 57.00 100.00%
57.0
e e
o ML ag0g®T 220 amsowos 2% P8,
m/z--> 50 100 150 200 250 300 350 400
Abundance #87654: Cyclopentadecane
55.0
5000 —r ——
110 21.00 21.50
m/z 83.05 77.73%
ULz
O\\‘\ " \‘\‘ “h‘\\\‘\"\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
—— —
21.00 21.50
5000 m/z 55.00 77 .15%
11.0
PTG
oLtk AL \HIMm‘m%f%‘qu_m,“"
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate T —
57.0 21.00 21.50
m/z 97.00 72.12%
5000
11.0
o‘,\ o 2BOggo gy et T
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39993.D

Acqg On : 24 May 2023 20:39
Operator : CG/JU

Sample : 02894-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.804 2.03 ng 281432  Perylene-di2 24.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 97
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
Abundance Scan 3488 (23.804 min): BM039993.D\data.ms (-3484) (- | m/z 252.00 100.00%
252.0
125.0 — 7
73.0 h 209 23.50 24.00
ob 20l 2090 I 2960 35504010 .. o5e.00  31.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 = e
23.50 24.00
m/z 253.05 21.66%
125.0
ol 740 ] 200.0, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzolb]fluoranthene
252.0
= —T—
23.50 24.00
5000 m/z 124.95 19.96%
126.0
0390 830 A 2000 |
T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene “ T
252.0 23.50 24.00
m/z 125.95  13.34%
5000
126.0
ol 740 | 2000 |
B A B B A o - e
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00

8270-BM052323.M Thu May 25 11:38:53 2023 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39993.D

Acqg On : 24 May 2023 20:39
Operator : CG/JU

Sample : 02894-04

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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-... 5.093 5.0 ng 474793 1 8.016 1892870 20.0
Benzophenone 16.004 7.0 ng 859439 3 14.651 2453690 20.0
n-Hexadecanoic ... 18.286 2.5 ng 305582 4 17.392 2443180 20.0
9-Octadecenamid... 20.698 8.2 ng 1270080 5 21.568 3116010 20.0
Cyclopentadecane 21.274 3.1 ng 484127 5 21.568 3116010 20.0
Benzo[e]pyrene 23.804 2.0 ng 281432 6 24.021 2775030 20.0
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