LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@032223\
Data File : BM@39102.D

Acqg On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc :

ALS Vvial : 11  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@39102.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.051 295 300 308 rBV 1831105 2508970 28.37% 3.124%
2 5.522 373 380 390 rBV 4261280 5964217 67.43% 7.427%
3 6.640 564 570 579 rVB 145756 229016 2.59% ©0.285%
4 7.128 643 653 668 rBV 3990971 6138258 69.40% 7.644%
5 7.398 694 699 710 rVB 54944 95889 1.08% 0.119%
6 7.963 788 795 803 rBV 1041259 1618111 18.29% 2.015%
7 9.134 986 994 1005 rBV 2354862 3776762 42.70% 4.703%
8 10.010 1136 1143 1151 rBV 66577 173808 1.97% 0.216%
9 10.775 1266 1273 1280 rBV 1263661 2123011 24.00% 2.644%
10 13.233 1684 1691 1701 rBV 5126040 7413311 83.82% 9.232%
11 13.486 1729 1734 1739 rBV 117199 163571 1.85% 0.204%
12 13.704 1766 1771 1777 rBV 79584 144049 1.63% 0.179%
13 13.927 1804 1809 1814 rVB3 85271 127582 1.44% 0.159%
14 14.016 1814 1824 1829 rBV3 89430 141981 1.61% ©.177%
15 14.445 1890 1897 1902 rBV4 79401 142301 1.61% 0.177%
16 14.563 1909 1917 1920 rBV 463360 661716 7.48% 0.824%
17 14.604 1920 1924 1931 rVV 1774765 2516831 28.46% 3.134%
18 14.674 1931 1936 1945 rVB4 108606 227538 2.57% 0.283%
19 14.851 1960 1966 1974 rBvV2 382643 733997 8.30% 0.914%
20 14.921 1974 1978 1984 rVB2 88274 155013 1.75% 0.193%
21 15.004 1987 1992 2000 rBV2 50434 122343 1.38% 0.152%
22 15.933 2145 2150 2151 rBV3 108864 141228 1.60% 0.176%
23 15.963 2151 2155 2162 rVB 232276 391573 4.43% 0.488%
24 16.092 2169 2177 2186 rVB 3716542 5701153 64.46% 7.100%
25 16.245 2198 2203 2208 rVB7 53522 92369 1.04% 0.115%
26 16.486 2239 2244 2250 rVB3 50714 91056 1.03% 0.113%
27 16.745 2283 2288 2295 rBV4 79016 145547 1.65% 0.181%
28 17.168 2356 2360 2368 rVB 50366 90078 1.02% 0.112%
29 17.351 2385 2391 2394 rBV 1961719 2762647 31.23% 3.440%
30 17.392 2394 2398 2403 rVB 802852 1069900 12.10% 1.332%

31 17.751 2456 2459 2465 rVB 64354 93729 1.06%
32 18.186 2529 2533 2536 rBV3 77441 115557 1.31%
33 18.245 2537 2543 2553 rVV2 1018717 1752746 19.82%
34 18.421 2568 2573 2577 rBV3 93663 153001 1.73%
35 18.768 2627 2632 2641 rVB2 172021 249535 2.82%
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36 19.280 2716 2719 2724 rVB2 75080 101376 1.15%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@032223\
Data File : BM@39102.D

Acqg On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vvial : 11  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 19.403 2732 2740 2747 rBV 1076949 1633574 18.47% 2.034%
38 19.515 2755 2759 2769 rBv2 375831 633994 7.17% 0.790%
39 19.733 2793 2796 2797 rBV 95059 103165 1.17% 0.128%
40 19.762 2797 2801 2810 rVB 816212 1232897 13.94% 1.535%
41 19.968 2830 2836 2845 rBV 7363381 8844844 100.00% 11.015%
42 20.562 2933 2937 2941 rBV 636692 766161 8.66% 0.954%
43 20.815 2976 2980 2985 rBV 1854374 2048525 23.16% 2.551%
44 21.074 3020 3024 3029 rBV 2461059 2611023 29.52%  3.252%
45 21.233 3047 3051 3058 rVB2 788919 1055177 11.93% 1.314%
46 21.527 3095 3101 3105 rBV 2598059 3759899 42.51% 4.682%
47 21.562 3105 3107 3113 rVB 389380 453653 5.13% ©.565%
48 22.168 3203 3210 3216 rBV3 356499 823172 9.31% 1.025%
49 23.209 3382 3387 3392 rBV2 1526080 2571187 29.07% 3.202%
50 23.956 3508 3514 3521 rVB2 1663245 3243722 36.67% 4.039%

51 24.574 3614 3619 3628 rVB 1158074 2389841 27.02%  2.976%

Sum of corrected areas: 80300604
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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

Abundance TIC: BM039102.D\data.ms

7000000
6000000

5000000
5.522

4000000 7128

3000000
9.134
2000000 5.051

7.963 10.775

1000000

6.640 7.398 10.010

0\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\#\\A‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM039102.D\data.ms

19.968
7000000

6000000

13.233
5000000

4000000 16.092

3000000

2000000 14.604 17.351

18.245 19.403 4 762 :
1000000 171392 . 20.56:

14.563% 851 1P.515
13 4857RADI6 14, %y@anm 15988 246.486.74517.168| 17.75118.1§%4218.768 192 1753
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Time--> 12.00 1250 13.00 13.50 14.00 1450 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: BM039102.D\data.ms

7000000
6000000
5000000

4000000
21.527

21.074
3000000 23.956

23.209
D.815 24.574
2000000
1.233
51562 22.168

1000000

O \\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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@©32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22

Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 31.01 ng 2508970 1,4-Dichlorobenzene-d4 7.963
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 300 (5.051 min): BM039102.D\data.ms (-295) (-)

m/z 43.00 100.00%

43.0
5000
101.0 R RENEEY L S
‘ ‘ 4.80 5.00 5.20 5.40
ol b oy 1410 19092210  28L0  n/; 59.e0  59.17%
miz--> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L L I L B
4.80 5.00 5.20 5.40
m/z 101.00 21.23%
‘ 101.0
01\\?".\0”‘\“\“"‘\\‘\"\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RRESRREE
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.35%
\H L 126.0
o -
miz--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate R AR RN
43.0 4.80 5.00 5.20 5.40
m/z 40.95 8.37%
5000
‘ \ ‘ 100.0 N
O T I I —— FETTTT T v
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@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 2 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.640 2.83 ng 229016 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1l@H16 007785-26-4 95
2 .alpha.-Pinene 136 C10H16 000080-56-8 95
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 93
4 3-Carene 136 C10H16 013466-78-9 91
5 (+)-3-Carene 136 CleH16 000498-15-7 91
Abundance Scan 570 (6.640 min): BM039102.D\data.ms (-564) (-) m/z 93.00 100.00%
5000 J\
P e
39H'0 67.0 ‘ 121.1 6.40 6.60 6.80 7.00
O b et b e e L2088 s 91 05 42.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18189: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
3.0
5000 UL B L I R BN B
6.40 6.60 6.80 7.00
m/z 92.00 37.53%
41.0
o | e
0 H\‘\‘\‘Hi‘\\‘{“\‘\‘uu‘}‘u ‘\‘\M\H‘\HMHH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18027: .alpha.-Pinene
93.0
P e
6.40 6.60 6.80 7.00
m/z 77.00 31.00%
5000 39.0
15.0 67.0 121.0
et N O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene T e
93.0 6.40 6.60 6.80 7.00
m/z 79.00 26.54%
5000
41.0 67.0“ 121.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 Juglone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.851 5.83 ng 733997  Acenaphthene-di0 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Juglone 174 C1eH603 000481-39-0 98
2 Benzene, 1,3-diisocyanato-2-methyl- 174 C9H6N202 000091-08-7 46
3 Benzene, 2,4-diisocyanato-1-methyl- 174 C9H6N202 000584-84-9 41
4 4-(4-Fluorophenyl)pyrimidine 174 C1OH7FN2 068049-19-4 30
5 Benzaldehyde, 2,6-difluoro-3,4-d... 174 C7H4F203 152434-98-5 27
Abundance Scan 1966 (14.851 min): BM039102.D\data.ms (-1960) (- | m/z 174.00 100.00%
174.0
5000 118.0
63.0
— =
H 46.0 204.1 14.50 15.00
o‘,H‘u‘”uuw‘M‘M‘”‘“H‘;ummt‘J‘Muw‘l_w‘”WH_W??‘R“ m/z 118.00  45.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48892: Juglone
174.0
118.0 S
5000 e
63.0 14.50 15.00
m/z 92.00 33.85%
| “ 146.0
O\’HH‘\\‘\‘\“‘\h\\‘h\‘\\‘\\‘H\\“\H\‘\‘\H‘H\‘\‘HH‘\H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #49866: Benzene, 1,3-diisocyanato-2-methyl-
174.0
\

14.50 15.00
5000 11&014&0 m/z 161.05 31.96%
64.0 ‘
S 11 0 0 O R
m/z--> 20 40 60 80 lOO120140160180200220240260280 J\/\
Abundance #49863: Benzene, 2,4-diisocyanato-1-methyl- - ey
174.0 14.50 15.00

m/z 120.00  31.92%

145.0
5000
51.0 91.0
0 | ‘h\ HH‘\ \H\ w“\ i — T

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.963 3.11 ng 391573  Acenaphthene-di0 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
3 N-Benzoyl-dl1-3,4-dehydroproline 217 C12H11NO3 093001-94-6 47
4 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47
5 2-Chloro-1-phenyl-1-propanone 168 C9HI9C10 006084-17-9 47

Abundance Scan 2155 (15.963 min): BM039102.D\data.ms (-2151) (- | m/z 105.00 100.00%

105.0
77.0
5000 182.0
51.0

16.00
128.0152.0 206.9 o
Ot e R e e e 77.00  64.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000
182.0 16.00
51.0 m/z 182.00  46.68%
P N | 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47268: N-(1-Cyanovinyl)benzamide
105.0
L
16.00
5000 77.0 51.00 24.95%

o

51.0
172.0
210 | \ 1420 |
R R R EEEE R LR EENNE FENNEEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95157: N-Benzo

yl-dI-3,4-dehydroproline
105.0 1600
50.00 7.57%

5000 77.0 172.0
51.0
0 N ‘ 143.0 ‘ 217.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 1&00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.245 12.69 ng 1752750  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 91
Abundance Scan 2543 (18.245 min): BM039102.D\data.ms (-2537) (1 m/z 73.00 100.00%
5000
128.9
213.2 1 T i
‘ | 171 1 ‘ 256.1 18.00 18.50
oL 35l L LI L T 3410 s 05 g2.42%
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— —
129.0 18.00 18.50
3.0 213.0 m/z 43.00 80.69%
171.0 ‘
0! u‘ﬂ‘\wm ‘\\“‘ ““‘u\ \‘\\\"\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
== —
18.00 18.50
5000 129.0 m/z 57.05 65.20%
29. 185.0 541 o 284.0
o bbb Ly L L
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —r= =
73.0 18.00 18.50
m/z 41.00 64.18%
5000 129.0
29.0
‘ 199.0 2420
o A L L LN
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.515 3.37 ng 633994  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 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2759 (19.515 min): BM039102.D\data.ms (-2755) (- | m/z 73.00 100.00%

73.0
5000 128.9

185.1 2412 T T
‘ ‘ 284.1 19.50
36 . ;‘Hh‘\} “\ : [T

0 bbb b L 8250 Thsy 43,00 91.20%

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

500000 284.0 S
185.0 2410 19.50

m/z 59.95 81.95%

0 H$MM‘@‘M$‘\‘\H”L‘\H“‘M‘ SN
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
T [
19.50
5000 129.0 m/z 57.05 72.89%
29.
199.0 242.0
m/z--> 50 100 150 200 250 300 350

Abundance #109281: Tetradecanoic acid ——
73.0 19.50
m/z 55.00 65.97%
5000
129.0
29. 185.0 228.0
0 ‘M‘\‘H} “ i L, \u“ “\‘ \‘ — ‘\‘ L B M . ‘ .
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM032223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 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 7 3-Phenylpropyl cinnamate, (E)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.562 4.08 ng 766161  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Phenylpropyl cinnamate, (E)- 266 C18H1802 290311-72-7 91
2 (Z) Phenylpropyl cinnamate 266 C18H1802 1000414-29-1 80
3 2-Propenoic acid, 3-phenyl-, 3-p... 266 C18H1802 000122-68-9 80
4 .alpha.-Methylstyrene 118 C9H1e 000098-83-9 64
5 Acetic acid, chloro-, 3-phenylpr... 212 C11H13C1l02 064046-48-6 58

Abundance Scan 2937 (20.562 min): BM039102.D\data.ms (-2933) (- | m/z 118.00 100.00%
118.0
5000
77.0 — :
H ‘ 2161 20.50
o328 Ll ] 1660 Ty 2810 35514000 n/z 117.00  68.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155838: 3-Phenylpropyl cinnamate, (E)-
118.0
5000 T J
20.50
77.0 m/z 102.95 30.39%
OZZQJ“L‘A“L . 178.0 266.0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #155836: (Z) Phenylpropyl cinnamate
118.0
— T \
20.50
5000 m/z 91.00 25.51%
77.0
0220 1890
m/z--> 50 100 150 200 250 300 350 400
Abundance #155858: 2-Propenoic acid, 3-phenyl-, 3-phenylpropyl est ‘ ‘A‘
118.0 20.50
m/z 76.95 23.25%
5000
77.0
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 2-Bromo-2',5'-dimethoxyacet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.815 10.90 ng 2048530  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromo-2',5"'-dimethoxyacetophenone 258 C10H11Bro03 001204-21-3 64
2 2-Bromo-1-(3,4-dimethoxyphenyl)e... 258 C10H11Br03 001835-02-5 59
3 benzenebutanoic acid, 3,4-dimeth... 238 C12H1405 1000401-14-9 59
4 Ethanone, 2-bromo-1-(2,4-dimetho... 258 C10H11Bro03 060965-26-6 59
5 1-(2,4-Dihydroxyphenyl)-2-(3,5-d... 330 C19H2205 1000481-00-1 59
Abundance Scan 2980 (20.815 min): BM039102.D\data.ms (-2976) (- | m/z 165.00 100.00%
165.0
91.0
5000
2050  21.00
302.1 : :
ol 29914 w“‘ } “‘ | 211.0257.0°7¢~ 857.0 4150 /7 91.6@  55.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #144855: 2-Bromo-2',5'-dimethoxyacetophenone
165.0
5000 ‘j\‘ —
20.50 21.00
m/z 121.00 49.43%
77.0 258.0
01\5\01‘\i“\h“\“‘\\“}\\“\\}\\\f‘\\\\‘u\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #144858: 2-Bromo-1-(3,4-dimethoxyphenyl)ethanone
165.0
— —
20.50 21.00
5000 m/z 138.00 14.58%
79.0 258.0
1TSS U S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #120381: benzenebutanoic acid, 3,4-dimethoxy-.gamma. — —
165.0 20.50 21.00
m/z 107.00 14.08%
5000
238.0
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@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 Cinnamyl cinnamate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.074 13.89 ng 2611020  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 49
3 3-phenylprop-2-enoic anhydride 278 C18H1403 1010401-87-5 47
4 1-Penten-3-one, 4-methyl-1-phenyl- 174 C12H140 003160-32-5 47
5 1-Penten-3-one, 4,4-dimethyl-1-p... 188 C13H160 000538-44-3 47

Abundance Scan 3024 (21.074 min): BM039102.D\data.ms (-3020) (- | m/z 131.00 100.00%

131.0
5000
Tt
510“ Zlﬁl 21.00
Obrrrpdo L b4 2810 369043104892 /7 115.00  38.56%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153419: Cinnamyl cinnamate
131.0
5000 — :
21.00
219.0 m/z 117.00 32.78%
5101
O\\\\’\\\\‘\\ \’\\‘\\‘\\l\l\’\‘\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #62919: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131.0
L — —A
21.00
5000 ITI/Z 102.95 30.13%
410 l 188.0
o‘uN}L‘Hg“‘,“w“‘H,“‘w“‘w“‘w“‘w“‘w“‘w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #171139: 3-phenylprop-2-enoic anhydride .
131.0 2100
m/z 77.00 24.08%
5000
51.0 250.0
O\H\JﬂHw“\\5\H\w\\w\wu‘\H\W\\w\\u,u\\_\\w
m/z--> 50 100 150 200 250 300 350 400 450 500 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 1-Tetracosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.233 5.61 ng 1055180  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 97
2 Cyclotetracosane 336 (C24H48 000297-03-0 97
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 Cyclopentadecane 210 C15H3e 000295-48-7 92
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3051 (21.233 min): BM039102.D\data.ms (-3047) (- | m/z 57.05 100.00%

57.0
5000
L Yo s
1 207.0 281 0 : :
o ML 0 857.0482.0 1  m/z 43.00  79.80%
m/z--> 0 50 100150200 250300 350400 450500550600 650
Abundance #244230: 1-Tetracosene
55.0
5000 i —
21.00 21.50
125.0 m/z 55.80  72.45%
” 336.0
O‘H\H“\L‘H“\J\‘\‘]\’“HH‘HH‘\H\‘\H‘\‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400 450500550600 650
Abundance #244233: Cyclotetracosane
83.0
—— —
21.00 21.50
5000 336.0 ITI/Z 83.10 70.31%
m/z--> 0 50 100150200 250300 350400 450500550600 650
Abundance #348

538: Pentadecafluorooctanoic acid, octadecyl ester I T
57.0 21.00 21.50

m/z 69.00 62.18%

5000
FS'O 252.0
. 20 360.0 648

Y R AR TRERMM RN a8 Sias ——
miz--> 0 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@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 2-Methyl-2-docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.168 4.38 ng 823172  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methyl-2-docosene 322 C23H46 1000131-16-9 87
2 n-Tetracosanol-1 354 C24H500 000506-51-4 86
3 n-Nonadecanol-1 284 C19H400 001454-84-8 86
4 1-Heneicosanol 312 C21H440 015594-90-8 86
5 9-Tricosene, (Z)- 322 C23H46 027519-02-4 83

Abundance Scan 3210 (22.168 min): BM039102.D\data.ms (-3203) (- | m/z 83.05 100.00%

83.0
5000 207.0

— 0
2200  22.50
% 82.0 3550
JlLAW”J""w"{l\‘*% o489 4902 7 55.00  96.88%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227239: 2-Methyl-2-docosene
69.0

o

5000 — ——
22.00 22.50
322.0 m/z 97.05 92.59%
ok H L‘F?Olgeo 264.0 |
‘\\\\‘\ \\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0
—— —
22.00 22.50
5000 ITI/Z 69.00 85.86%
125.0
RamasErEay e R R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1 —— —
83.0 22.00 22.50
m/z 43.00 81.70%
- MJ\WJ\
ozah{WP.zsso S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39102.D

Acq On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS Vial : 11 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 12 Docosane, 11-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.574 14.74 ng 2389840  Perylene-di12 23.956
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 94
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3619 (24.574 min): BM039102.D\data.ms (-3614) (- | m/z 57.10 100.00%

57.1
5000

h ”1\ 197.1 2810 3581 431.14911 24.50
O iy R AR RRR A RN R AR e S a m/z 71.10 73.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl- /\/\VK
57.0
5000 T \

24.50
m/z 43.10  59.56%

o | 270 2100 309.0544
‘\\\‘\\\\‘\\\\‘\\\\[!\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane

57.0

24.50
5000 m/z 85.10  54.56%

o

e _"w‘H"H‘w"H‘H“_‘H“H‘_“w‘u‘,u‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275552: Heneicosane, 11-pentyl- =
43.0 24.50

m/z 55.00 23.08%

5000
224.0
‘Jl 3.0 ’ 295.0
] ‘

364.0
VY ¥ 0 S PSP U R - ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@032223\
Data File : BM@39102.D

Acqg On : 22 Mar 2023 21:22
Operator : CG/JU

Sample : 02020-11

Misc

ALS vial : 11 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 31.0 ng 2508970 1 7.963 1618110 20.0
(1S)-2,6,6-Trim. .. 6.640 2.8 ng 229016 1 7.963 1618110 20.0
Juglone 14.851 5.8 ng 733997 3 14.604 2516830 20.0
Benzophenone 15.963 3.1 ng 391573 3 14.604 2516830 20.0
n-Hexadecanoic ... 18.245 12.7 ng 1752756 4 17.351 2762650 20.0
Octadecanoic acid 19.515 3.4 ng 633994 5 21.527 3759900 20.0
3-Phenylpropyl ... 20.562 4.1 ng 766161 5 21.527 3759900 20.0
2-Bromo-2',5'-d... 20.815 10.9 ng 2048530 5 21.527 3759900 20.0
Cinnamyl cinnamate 21.074 13.9 ng 2611020 5 21.527 3759900 20.0
1-Tetracosene 21.233 5.6 ng 1055180 5 21.527 3759900 20.0
2-Methyl-2-doco... 22.168 4.4 ng 823172 5 21.527 3759900 20.0
Docosane, 11-bu... 24.574 14.7 ng 2389840 6 23.956 3243720 20.0

8270-BM030823.M Thu Mar 23 13:42:46 2023 Pag 16



