LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39122.D

Acqg On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc :

ALS vial : 5 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@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39122.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.051 293 300 311 rBV 2061742 2958671 25.78% 3.284%
2 5.516 373 379 387 rBV 4891441 7301117 63.63% 8.103%
3 5.934 444 450 460 rBV2 110012 270660 2.36%  ©0.300%
4 7.128 643 653 669 rBV 4678097 7591082 66.15%  8.425%
5 7.610 731 735 745 rVB3 101781 194604 1.70% 0.216%

7.957 784 794 803 rBV 954224 1522451 13.27%
8.498 880 886 899 rBV 83934 174709  1.52%
9.128 986 993 1000 rBV 2933180 4801449 41.84%
10.775 1262 1273 1278 rBV 1193174 2132525 18.58%
10 10.822 1278 1281 1290 rVB 280713 442391 3.86%

ONUVTO R
w
N
]
R

11 12.427 1547 1554 1562 rVB 74852 131668 1.15%
12 13.227 1683 1690 1701 rVB 7018363 10065181 87.71% 11.
13 14.321 1869 1876 1882 rBvV2 128506 247839 2.16%
14 14.598 1916 1923 1930 rBV 1664846 2471860 21.54%
15 14.663 1930 1934 1942 rVB 95356 140161 1.22%

ONORO
N
N
Ui
BN

16 14.998 1987 1991 1999 rVB 111074 166418 1
17 15.645 2096 2101 2110 rBV2 146498 222969 1
18 15.957 2147 2154 2160 rBV 491416 700115 6.10%
19 16.086 2170 2176 2199 rVB 4583154 7035188 61.
20 17.162 2354 2359 2366 rVB2 104533 190299 1

ONOOO®
~
~N
~N
R

21 17.345 2384 2390 2394 rBV 1889105 2667208 23.24%
22 17.386 2394 2397 2403 rVB 1509579 2033640 17.72%
23 17.480 2408 2413 2418 rVB 339108 499620 4.35%
24 17.751 2455 2459 2470 rVB 121275 181500  1.58%
25 18.239 2535 2542 2546 rBV2 733781 1469214 12.80%

RPOONN
Ul
Ul
A
R

26 18.421 2567 2573 2576 rBV3 235393 415605 3
27 18.721 2620 2624 2628 rVB 122924 159715 1
28 18.768 2628 2632 2638 rVB3 96512 143389 1.25%
29 19.280 2715 2719 2728 rBV3 93412 171222 1
30 19.403 2734 2740 2745 rBV 2266325 2962459 25.

WoOoOOoe
[y
U1
o
R

31 19.515 2754 2759 2763 rBV2 420936 756043 6.59%
32 19.733 2792 2796 2797 rBV 307049 366341 3.19%
33 19.762 2797 2801 2810 rVB 1969502 2765798 24.10%
34 19.968 2830 2836 2841 rBV 9319539 11475124 100.00% 12.
35 20.256 2882 2885 2892 rVB3 255651 423305 3.69%

ONWOOe
(]
N
(]
X

36 20.356 2899 2902 2906 rBV 167418 196369 1.71% 0.218%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39122.D

Acqg On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS vial : 5 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@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.227 3047 3050 3059 rVB3 574724 891304 7.77%  ©.989%
38 21.521 3094 3100 3104 rBV2 2438605 4587421 39.98% 5.091%
39 21.562 3104 3107 3116 rVB 1009741 1351948 11.78% 1.500%
40 23.215 3383 3388 3393 rBV 927226 2087565 18.19% 2.317%
41 23.744 3474 3478 3487 rVB 576766 1157387 10.09%  1.284%
42 23.844 3491 3495 3503 rVB 874970 1657425 14.44% 1.839%

43 23.962 3509 3515 3520 rBV2 1567381 2923347 25.48%  3.244%

Sum of corrected areas: 90104306
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 23 Mar 2023 18:48
: CG/JU
: 02045-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
BM@39122.D

: 5 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

8000000

6000000

4000000

2000000

TIC: BM039122.D\data.ms

5.516 7.128

9.128
5.051

7.957 10.775

5.934 7.610 A 8.498 101822

0
Time-->

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

Abundance

8000000

6000000

4000000

2000000

TIC: BM039122.D\data.ms
19.968

13.227

16.086

19.403 ¢ 767

14,598 L

18239
19 51573 NJ 200566
12.427 14.3214,6634.998 15.645 A 17.1 4§9751 8.42%p788 192 0

0
Time--> 12

.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 1650 17.00 17.50 1800 18.50 19.00 1950 20.00 20.50

Abundance

8000000

6000000

4000000

2000000

TIC: BM039122.D\data.ms

21.521

21.227
P

Time-->

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\BM@32323\
Data File : BM@39122.D

Acq On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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.
5.051 38.87 ng 2958670  1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 300 (5.051 min): BM039122.D\data.ms (-293) (-) m/z 43.00 100.00%

43.0
5000
101.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ 4.80 5.00 5.20 5.40
ob—— il .y 18101651 2020 2805  p/; 58,95  62.34%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B B B I L B
4.80 5.00 5.20 5.40
101.0 m/z 101.00 23.99%
O T T H\‘ ‘\h ’ T \‘ T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #4529: 2,3-Butanedione, monooxime
43.0
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.94%
101.0
N
m/z--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R N S R R R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.67%
5000
\H L 126.0
0 e — — T TR
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39122.D

Acq On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Benzene, 2-propenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.610 2.56 ng 194604 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 91
2 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 86
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 70
4 Benzene, l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 70
5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 70
Abundance Scan 735 (7.610 min): BM039122.D\data.ms (-731) (-) m/z 117.00 100.00%
117.0
RERREREEL S S o
390‘ 65‘0 I 7.20 7.40 7.60 7.80 8.00
o‘H_me”“‘w b el 283120700 7 118,00 86.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0
5000 R R N
91.0 7.20 7.40 7.60 7.80 8.00
39.0 65.0 m/z 105.00  55.02%
O\\\‘\\\\‘\\“\\““\‘\\‘\H‘\\M\“\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10207: Benzene, 1-ethenyl-3-methyl-
117.0
RERRNEEESEEEEES SR
7.20 7.40 7.60 7.80 8.00
5000 m/z 115.00 45.07%
91.0
390 630
o8 bl b L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl- e R RER T
117.0 7.20 7.40 7.60 7.80 8.00
m/z 91.00 42.56%
5000
91.0
390 63.0
om‘“H“_“‘H“‘“H“_Jm‘m B MR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39122.D

Acq On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Benzene, 1-propynyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.498 2.30 ng 174709 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-propynyl- 116 C9H8 000673-32-5 95
2 Indene 116 C9H8 000095-13-6 93
3 3-Methylphenylacetylene 116 C9H8 000766-82-5 91
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 Benzene, 1-ethynyl-4-methyl- 116 C9H8 000766-97-2 90
Abundance Scan 886 (8.498 min): BM039122.D\data.ms (-880) (-) m/z 115.00 100.00%
115.0
- l
R RANERE
63.0 89.0 8.20 8.40 8.60 8.80
Obrerrortoni b o A 1469 2070 106 60 94.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9547: Benzene, 1-propynyl-
115.0
5000 L L B B B
8.20 8.40 8.60 8.80
m/z 89.00 12.57%
390 630 890
O \\\‘\\\\“\\H\\“\\\‘\‘\‘\\\‘\\\H ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9542: Indene
116.0
8.20 8.40 8.60 8.80
5000 m/z 63.00 11.50%
390 63.0 89.0
0 ‘H‘uhm“‘H”‘“‘N‘;‘wu‘uw“‘“‘w“‘HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene R R RRAARAARREEEEEEE R
115.0 8.20 8.40 8.60 8.80
m/z 116.95 8.50%
5000
63.0 89.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39122.D

Acq On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.957 5.66 ng 700115  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 53
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 Vinyl benzoate 148 C9H802 000769-78-8 49
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HI9C10 000936-59-4 47

Abundance Scan 2154 (15.957 min): BM039122.D\data.ms (-2147) (+ | m/z 105.00 100.00%

105.0
5000 182.0
51.0

1600

152.0
bl T ) 2211 2668 p/; 77.00  66.80%
miz--> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000

16.00
510 m/z 182.00 50.78%

| 152.0 |
O T T ‘\ ‘\ ‘ T \HM\ T ‘ ‘\ T T T ‘h T T \‘ T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #32010: Acetophenone, 2-chloro-

105.0

1600
5000 m/z 50.95 23.53%

51.0
0140 \\‘ il | ‘ 1540
miz-> 50 100 150 200 250
Abundance #30107: Benzen ioic aci

A e T —
ecarbothioic acid, S-methyl ester

105.0 1600
m/z 181.00 8.95%

5000
51.0
152.0
0 Ao |

miz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39122.D

Acq On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 7 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.239 11.02 ng 1469210  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2542 (18.239 min): BM039122.D\data.ms (-2535) (- | m/z 73.00 100.00%

73.0
43.0
5000
129.0
213.1 T ‘ T T ‘ T
‘ 171.1 ‘ ‘ 256.1 18.00 18.50
ol—iL w‘w‘w ol L] Aol m/z ee.ee  79.35%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 —r— e
129.0 18.00 18.50
213.0 m/z 43.00 74.49%
H ‘ 171.0 ‘
o) ‘\\ \H‘\‘\‘\hh“\ \‘\‘H‘\ Ll sl | “‘ “‘ “‘u\‘ A h‘ . “ —
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
—— —
43.0 18.00 18.50
5000 129.0 m/Z 57.10 62.45%
171.0
‘ ‘ 214.0
0, “HM‘ dm“\ ‘\\\H‘ h} “ ‘n“ L “ T “\‘ — —
miz--> 50 100 150 200 250
Abundance #109284: Tetradecanoic acid — —
73.0 18.00 18.50
129.0 m/z 55.00 61.08%
5000 43.0
185.0 228.0
0! ‘\M‘“‘ ‘h‘\“ ‘M‘\‘ | “ ‘ L m“‘ . “ B - - — ——
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39122.D

Acq On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.421 3.12 ng 415605 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 86
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 52
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 50
4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 50
5 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 35

Abundance Scan 2573 (18.421 min): BM039122.D\data.ms (-2567) (- | m/z 189.00 100.00%

189.0
5000
94.7

“IAW 18 50

oL 2Ol 1389, Nl 24322840 385 .. 190.e0 99.59%

m/z--> 50 100 150 200 250 300 350
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0

5000
18 50
95.0 m/z 192.00 42.86%
o0, | aso,
miz--> 50 100 150 200 250 300 350
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrg
45.0 190.0
146.0
18 50
5000 82.0 m/z 191.00 37.69%
0 S
m/z--> 50 100 150 200 250 300 350
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0 18 50

m/z 94.70  25.37%

5000
95.0 1340

m/z--> 50 100 150 200 250 300 350 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39122.D

Acq On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 9 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.515 3.30 ng 756043  Chrysene-d12 21.527
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 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 2759 (19.515 min): BM039122.D\data.ms (-2754) (- m/z 73.00 100.00%

73.0
5000 129.0

185.1 2412 — ‘
‘ ‘ 284.1 19.50
[ T

0.3 b bl L350 4300 89.76%

m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0

5000b5.0 284.0 —
185.0 241.0 19.50

m/z 60.00 82.17%

0 H$MMHJ‘M¢‘\‘\H”L‘\H“‘M‘ S
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid

43.0
1&50
5000 ITI/Z 57.05 76.20%
50 129.0 242.0
199.0

0 ‘HM“““\“ ‘ML‘ML A it ub “ A

m/z--> 50 100 150 200 250 300 350

Abundance #109281: Tetradecanoic acid ——
73.0 19.50
m/z 55.00 65.77%
5000
129.0
29. 185.0 228.0
0 ‘M‘\‘H} “ i \‘\u“ “\‘ \‘ T L A o I . ‘ .
m/z--> 50 100 150 200 250 300 350 19.50

8270-BM@30823.M Fri Mar 24 13:17:13 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39122.D

Acq On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 10 Pentadecafluorooctanoic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.227 3.89 ng 891304  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
Abundance Scan 3050 (21.227 min): BM039122.D\data.ms (-3047) (- | m/z 57.10 100.00%
57.1
—— —
Ihn 207.0 284.0356.0 429.0 503.0 2100 2150
oy 284.0356.0429.05030 ' m/z 43.00  80.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —r ——
21.00 21.50
m/z 55.00 74.08%
ok lh‘.‘ 2520 3600 648,
HH‘HH‘\HT‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
—— —
21.00 21.50
5000 m/z 83.00 73.71%
ol LU ‘1 196.0 292.0364.0
A A L e e R AR aaasassasassaEa e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #318054: Nonadecy! pentafluoropropionate —— ——
57.0 21.00 21.50
m/z 69.00 64.24%
5000
5.0
0 1 Lx 196.0266.0 412.0
H‘wH‘w‘Hw‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39122.D

Acq On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 11 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.744 7.92 ng 1157390  Perylene-d12 23.962
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 98
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 3478 (23.744 min): BM039122.D\data.ms (-3474) (- m/z 252.10 100.00%

252.1
5000

-
125.0 23.50 24,00

0440 1 1870, A 3250 4009 474.2 549 /7 250.00  30.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 = =
23.50 24.00

m/z 253.05  23.99%

125.0
63.0 ;| 187.0,
\\‘\\\\‘f\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138562: Benzo[b]fluoranthene
252.0

—7
23.50 24.00

o

5000 ITI/Z 125.00 15.17%
126.0
0 Hﬁ%q*ﬁ”wv%§?£”H REASSRAANSRESI SRR SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138565: Benzo[k]fluoranthene 7 7
252.0 23.50 24.00

m/z 126.00  13.23%

5000
126.0
L)

O R o A
miz--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32323\
Data File : BM@39122.D

Acqg On : 23 Mar 2023 18:48
Operator : CG/JU

Sample : 02045-08

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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-... 5.051 38.9 ng 2958670 1  7.957 1522450 20.0
Benzene, 2-prop... 7.610 2.6 ng 194604 1 7.957 1522450 20.0
Benzene, 1-prop... 8.498 2.3 ng 174709 1 7.957 1522450 20.0
Benzophenone 15.957 5.7 ng 700115 3 14.598 2471860 20.0
n-Hexadecanoic ... 18.239 11.0 ng 1469210 4 17.345 2667210 20.0
4H-Cyclopenta[d... 18.421 3.1 ng 415605 4 17.345 2667210 20.0
Octadecanoic acid  19.515 3.3 ng 756043 5 21.527 4587420 20.0
Pentadecafluoro... 21.227 3.9 ng 891304 5 21.527 4587420 20.0
Benzo[e]pyrene 23.744 7.9 ng 1157390 6 23.962 2923350 20.0
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