LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc :

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_ G\Methods\8270-BG042723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO57478.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.043 71 86 94 rBV 33354 119756 10.96%  1.551%
2 4.466 130 158 159 rBV6 64031 301263 27.57% 3.902%
3 5.212 276 285 296 rBV 26537 60844 5.57% 0.788%
4 5.347 300 308 312 rWwW 16295 32419 2.97% 0.420%
5 5.388 312 315 325 rVB2 12604 21014 1.92% 0.272%
6 5.876 391 398 410 rVB 225890 370238 33.88% 4.796%
7 7.01@ 585 591 597 rBB 18495 27023  2.47% 0.350%
8 7.174 614 619 629 rVB3 7269 12349 1.13% 0.160%
9 7.497 663 674 686 rBv 244051 423744 38.78% 5.489%
106 8.355 814 820 828 rBB 65832 107624 9.85%  1.394%
11 8.596 851 861 868 rBv4 6858 14590 1.34% 189%

12 9.530 1013 1020 1031 rVB 138722 251860 23.05%
13 10.481 1172 1182 1192 rBV2 41089 120734 11.05%
14 10.587 1196 1200 1205 rVB4 6055 11367 1.04%
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15 11.192 1294 1303 1313 rVB 82854 161715 14.80% 095%
16 11.480 1347 1352 1358 rBV3 7726 11429 1.05% 0.148%
17 11.738 1389 1396 1412 rBV4 9951 41647 3.81% ©.539%
18 12.972 1598 1606 1616 rBV 95566 204520 18.72% 2.649%
19 13.342 1663 1669 1676 rVB2 29298 45915 4.20% ©.595%
20 13.595 1705 1712 1721 rVB 427513 649031 59.40%  8.407%
21 14.106 1794 1799 1807 rBV5 4290 13664 1.25% 0.177%
22 14.282 1823 1829 1835 rVV 128319 186151 17.04%  2.411%
23 14.911 1930 1936 1940 rBV2 34272 48636 4.45% 0.630%
24 14.969 1940 1946 1951 rVVv2 148816 231537 21.19%  2.999%
25 15.193 1979 1984 1990 rBV2 23637 31648 2.90% ©0.410%
26 15.263 1990 1996 2001 rVB3 13589 20401 1.87% 0.264%
27 16.326 2169 2177 2182 rVB2 28426 52148 4.77% ©.675%
28 16.409 2182 2191 2193 rVV3 32236 54889 5.02% ©0.711%
29 16.450 2193 2198 2204 rVV 360822 537858 49.23% 6.967%
30 16.503 2204 2207 2214 rVB2 15124 22352 2.05% 0.290%
31 17.707 2406 2412 2423 rVB 211633 311925 28.55% 4.040%
32 18.447 2531 2538 2542 rBV5 6529 12824 1.17% 0.166%
33 18.494 2542 2546 2551 rwv2 23321 36551 3.35% 0.473%
34 18.547 2551 2555 2566 rVB 103258 153335 14.03% 1.986%
35 19.663 2738 2745 2746 rBV 19910 22999 2.10% ©.298%
36 19.687 2746 2749 2751 rW3 14948 16019 1.47% 0.207%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc :

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_ G\Methods\8270-BG042723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.798 2765 2768 2778 rBV3 26711 46699 4.27% 0.605%
38 20.115 2817 2822 2827 rVB7 6563 13339 1.22% 0.173%
39 20.274 2844 2849 2863 rBV 808844 1092637 100.00% 14.153%
490 20.809 2935 2940 2943 rBV4 16686 24096 2.21% 0.312%
41 20.850 2943 2947 2952 rVB7 8098 12503 1.14% 0.162%
42 21.044 2976 2980 2989 rVB9 10386 18583 1.70% 0.241%
43 21.231 3007 3012 3015 rBV3 15558 19319 1.77% 0.250%
44 21.414 3036 3043 3050 rVB 363941 488706 44.73% 6.330%
45 21.578 3066 3071 3084 rBV8 17777 48969 4.48% 0.634%
46 22.013 3137 3145 3152 rBV2 206192 353988 32.40%  4.585%
47 22.794 3272 3278 3282 rBV3 16400 27854 2.55% 0.361%
48 23.534 3399 3404 3410 rVB5 12378 25796 2.36% 0.334%
49 24.398 3544 3551 3559 rVB2 87574 192577 17.62% 2.494%
50 25.420 3719 3725 3730 rBV5S 12855 30789 2.82% 0.399%
51 25.508 3731 3740 3754 rVB2 111281 331637 30.35% 4.296%
52 26.648 3925 3934 3948 rVB2 52490 173674 15.89% 2.250%
53 26.800 3953 3960 3963 rBV8 7683 18197 1.67% 0.236%
54 28.099 4176 4181 4182 rBV4 8277 11578 1.06% 0.150%
55 29.896 4475 4487 4498 rVB8 10534 47319 4.33% 0.613%
Sum of corrected areas: 7720279
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057478.D\data.ms
800000

700000
600000
500000
400000

300000
5.876 7.497

200000
9.530

100000 4 6355 oy 1152 12.972
' >B3m 7-04974 [ 8.596 10587  ||11.480738

| I T\r\\‘\\\\‘\\\\‘T\‘v_r“\\\\‘\\\/—r\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\ ‘ﬁ_\\

Time--> 4.00 4.50 5.00 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13. 00

Abundance TIC: BG057478.D\data.ms
800000 20.274

Q

700000
600000

500000
13.595
400000 16.450 21.414

300000

17.707
200000

14.969
14.282 18.547

T dly 1R s

0 T L I B e L B R e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG057478.D\data.ms
800000

100000

700000
600000
500000
400000
300000
200000

25.508
100000 2459 26.648

23.534 jL 25.420 WJWQ/BQ& 28.099 29.896
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Propanoic acid, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.043  22.25 ng 119756 1,4-Dichlorobenzene-d4 8.355
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 83
2 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 27
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 25
4 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 17
5 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2 9

Abundance  Scan 86 (4.043 min): BG057478.D\data.ms (-71) (-) m/z 43.15 100.00%

73.2
5000
R R RAA
‘ ‘ 55.1 88.2 3.80 4.00 4.20 4.40
Ol e mjz 41.15 64.86%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2312: Propanoic acid, 2-methyl-
43.0
5000 730 L B L A L B

3.80 4.00 4.20 4.40
m/z 73.15 57.10%

27‘.0 ‘ ‘ 550 88.0
0\H‘:\L\E\.(\)‘HH“H\H!1\\‘H\\iHH“\M\‘H\!‘HH
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2435: Propane, 2-nitro-
43.0
aaEE e AR M
3.80 4.00 4.20 4.40
5000 21.0 m/z 39.15  24.99%
0 15\0 \“\ \‘\‘m 570 710
— 1ttt
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl- R R
43.0 71.0 3.80 4.00 4.20 4.40
m/z 45.15 24.78%
5000 27.0
56.0
15.0 ‘ ‘ ‘ 86.0
0\H‘\1‘”‘HHi‘uwll\1”W\‘m‘HH‘J\H‘H‘!\‘HH R AR
m/z--> 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Butanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.466 55.98 ng 301263 1,4-Dichlorobenzene-d4 8.355

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 90
2 Pentanoic acid 102 C5H1002 000109-52-4 38
3 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9
4 Formamidoxime 60 CH4N20 000624-82-8 9
29

5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-

Abundance Scan 158 (4.466 min): BG057478.D\data.ms (-130) (-) m/z 60.15 100.00%

60.1
5000 73.2
42.1

Hm 870 4.20 4.40 4.60 4.80
“,“““ m/z 73.15 39.71%

m/z--> 10 20 30 40 60 70 80 90
Abundance #2273: Butanoic acid
60.0

5000 R A
27.0 4.20 4.40 4.60 4.80

41.0 m/z 42.15 25.59%

so Il e
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 60 70 80 90
Abundance #4773. Pentanoic acid
60.0
A

4.20 4.40 4.60 4.80

o

o

5000 m/z 41.15 24.47%
73.0
210 410
0 180 “ “H‘ ‘\w\ Il 87.0
I R L R R R
mlz--> 10 20 30 40 50 60 70 80 90
Abundance #324: Hydrazine, 1,1-dimethyl-
60.0 4.20 4.40 4.60 4.80

m/z 45.15 20.59%

42.0
5000
28.0
0 | N “

m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Butanoic acid, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.212 11.31 ng 60844  1,4-Dichlorobenzene-d4 8.355

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 50
3 Formic acid hydrazide 60 CH4AN20 000624-84-0 47
4 Pentanoic acid 102 C5H1002 000109-52-4 36
5 1-Pentanamine 87 C5H13N 000110-58-7 22
Abundance Scan 285 (5.212 min): BG057478.D\data.ms (-276) (-) m/z 60.15 100.00%

60.1
5000 431
87.2

H‘ 4.80 5.00 5.20 5.40 5.60
et A e m/z 43.15  38.93%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000

o

43.0 4.80 5.00 5.20 5.40 5.60
870 m/z 41.15  38.72%
27.0
O\\‘H\\‘H\‘\“H\\“!\\\‘Hw‘\“\\\\“H\\‘H\\‘H]\_\O‘]\_.\(\)\‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11075: Butanoic acid, 4-chloro-
60.0
“m_m,‘m_m,u
4.80 5.00 5.20 5.40 5.60
5000 ITI z 45.05 28.02%
45.0
0 27\\\0 HH‘\H\ 87\0 1050 122.0
g et e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #352: Formic acid hydrazide “‘H““W““_“‘,‘

60.0 4.80 5.00 5.20 5.40 5.60
m/z 87.15 21.74%

5000 43.0 A
0 ‘ ‘ 1l

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Butanoic acid, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.347 6.02 ng 32419 1,4-Dichlorobenzene-d4 8.355

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
2 Thiirane, methyl- 74 C3He6S 001072-43-1 9
3 Propanoic acid 74 C3H602 000079-09-4 9
4 Morpholine 87 C4H9NO 000110-91-8 9
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 9

Abundance Scan 308 (5.347 min): BG057478.D\data.ms (-300) (-) m/z 74.15 100.00%

74.2
411 571
5000
87.0
\‘\\\\‘\\\\‘\A\\\‘\\\\‘\
‘ ‘ | ‘ 5.00 5.20 5.40 5.60
0 bt e e m/z 41.15 63.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4817: Butanoic acid, 2-methyl-
74.0
29.0 57.0
41.0
5000 A\‘uu‘HH‘J\H‘HHM‘M
5.00 5.20 5.40 5.60
87.0 m/z 57.15 61.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #957: Thiirane, methyl-
41.0 74.0
\‘\\\\‘\\\\‘A\\\\‘\\\\‘\
5.00 5.20 5.40 5.60
5000 m/z 87.05 31.86%
27.0 59.0
0"W‘H‘_‘NM‘N}M!w‘uﬂw‘uwhh‘u‘w‘u‘_‘u‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #935: Propanoic acid s BARREERE S
28.0 5.00 5.20 5.40 5.60
74.0 m/z 45.15 24.97%
5000 45.0
57.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 unknown5.388 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.388 3.91 ng 21014 1,4-Dichlorobenzene-d4 8.355

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
2 DL-Lactamide, N,N-dimethyl-, met... 131 C6H13NO2 1000452-57-0 9
3 Ethanol, 1-methoxy-, acetate 118 C5H1003 004382-77-8 9
4 Guanidine 59 CH5N3 000113-00-8 5
5 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 5

Abundance Scan 315 (5.388 min): BG057478.D\data.ms (-312) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.2
‘ 5.00 5.20 5.40 5.60 5.80
0 bl e e M/Z0 59.18 0 72.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4583: Morpholine, 4-methyl-
43.0
5000 ‘H\\m\\AH’HH‘HH’\n\
101.0 5.00 5.20 5.40 5.60 5.80
71.0 m/z 101.15 27.47%
15.0
0 2 \'0 il 570 \“ . Il
H‘HH‘HH‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #15972: DL-Lactamide, N,N-dimethyl-, methyl ether
59.0
R RAR R
5.00 5.20 5.40 5.60 5.80
5000 101.0 m/z 58.15 19.86%
o 0 1 130 | 11601300
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9892: Ethanol, 1-methoxy-, acetate R RAR R
43.0 5.00 5.20 5.40 5.60 5.80
59.0 m/z 39.10 8.25%
5000
75.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 .alpha.-Pinene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.010 5.02 ng 27023 1,4-Dichlorobenzene-d4 8.355

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 91
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16 004889-83-2 90
3 .gamma.-Terpinene 136 C1OH16 000099-85-4 90
4 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 Cl@Hl6 007785-26-4 80
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 80
Abundance Scan 591 (7.010 min): BG057478.D\data.ms (-585) (-) m/z 93.15 100.00%
3.2
5000 77.2
A
391 1212 [T T[T rprrrrrrrrrs
| 852 162 6.60 6.80 7.00 7.20 7.40
Y AN 1 Y S P O i m/z 77.15  45.16%
miz--> 20 40 60 80 100 120 140
Abundance #18027: .alpha.-Pinene
93.0
5000 ‘\\\\‘\\\\’\\\\A‘\\\\’\f\/\
39.0 77.0 6.60 6.80 7.00 7.20 7.40
m/z 91.15 44.01%
15.0 ?F 121.0136.0
0t \‘\ T }‘\\ \“\H‘ T \‘[“\ T \‘\ “\“‘\ T \“‘\ L
m/z--> 20 80 100 120 140
Abundance  #18173: Blcycl0[3 1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
e e e
6.60 6.80 7.00 7.20 7.40
5000 m/z 92.05 37.90%
41 0 121.0
NI \M L s
m/iz--> 20 40 100 120 140
Abundance #1804L.ganwna:TerMnene e
93.0 6.60 6.80 7.00 7.20 7.40
m/z 79.15  29.14%
5000
77.0
121.0136.0
27 43.0 ‘
] —— ‘ : H‘ ‘ﬁ"u‘“ : ‘J - !“ S S MNNSN L SSN—
m/z--> 20 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Benzeneacetic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.739 5.15 ng 41647 Naphthalene-d8 11.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 80
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 72
3 2-Benzyloxy-4-bromobutane-1,3-diol 274 C11H15Bro03 1000191-12-1 47
4 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 38
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 38

Abundance Scan 1396 (11.738 min): BG057478.D\data.ms (-1389) (- | m/z 91.15 100.00%

91.2
5000
136.2 . A

—H—
63‘.0 ‘ ‘ 11.50 12.00
Ob etk ek e e e m/z 136,15 23.08%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #18696: Benzeneacetic acid
91.0
5000 — 1L
136.0 11.50 12.00
m/z 92.15 18.32%
630 ‘
O‘HH“H“H"‘HH“\\MH’\H\‘HH“HH’HH‘\\H’H\\‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #55635: Propanedioic acid, phenyl-
91.0
N U
11.50 12.00
5000 ITI/Z 65.15 16.30%
136.0
63.0
1C2C/NE N SR SRR SR 14 £ E——
m/z--> 20 40 60 80 100120140160180 200220240260 ﬂ m
Abundance #165232: 2-Benzyloxy-4-bromobutane-1,3-diol ch T
91.0 11.50 12.00
m/z 63.05 11.26%
5000
43.0
0 \MMHJ‘J‘M\W‘\ 134.0 165.0194.0  243.0 276.(
Raaan e T HARAaasanasastcarioaise P P
m/z--> 20 40 60 80 100120140160180 200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 8 Hydrocinnamic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.972  25.29 ng 204520 Naphthalene-d8 11.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 CSH1e02 000501-52-0 97
2 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3 1000129-40-0 90
3 Benzenepropanoic acid, silver(1l+... 256 C9H9Ag02 075112-79-7 43
4 Benzene, (2-nitroethyl)- 151 C8H9NO2 006125-24-2 43
5 Propanoic acid, 2-phenylethyl ester 178 C11H1402 000122-70-3 35
Abundance Scan 1606 (12.972 min): BG057478.D\data.ms (-1598) (- | m/z 91.15 100.00%
91.2
5000
150.2
e
511 “ ‘ 13.00
owng‘w“““Hmum_m_m_m,w m/z 104.15  56.39%
m/z--> 100 150 200 250 300 350
Abundance #28272: Hydrocinnamic acid
91.0
5000 150.0 U
13.00
m/z 150.15 30.51%
51.0 ‘
0\\‘\“‘\“\”‘\"\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance  #141883: 4-Nitrosophenyl-.beta.-phenylpropionate
91.0
e
13.00
5000 m/z 77.15 20.50%
150.0
51.0 ‘
ow\ S A R T
m/z--> 100 150 200 250 300 350
Abundance #143923.Benzenepropanok:add,sHved1+)sah T S
91.0 13.00
m/z 105.15 18.76%
5000
150.0
51.0
0 H\\‘ \‘ H‘ ‘ = T 219.0257.0 365.( n aa A
e e
m/z--> 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 unknown13.342 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.342 3.97 ng 45915  Acenaphthene-d10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, 3-m... 278 C18H3002 1000152-25-8 43
2 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 1000150-99-3 38
3 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 38
4 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 35
5 1H-Pyrrolizine, hexahydro- 111 C7H13N 000643-20-9 30
Abundance Scan 1669 (13.342 min): BG057478.D\data.ms (-1663) (- | m/z 83.15 100.00%
83.2
43.1
5000 110.2
5 : —
135.1 161.1 13.00 13.50
0 A m/z 95.15  99.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #171227: Cyclopentanecarboxylic acid, 3-methyl-4-methy
83.0
55.0 (\
5000 — —
13.00 13.50
270 ‘ 139.0 m/z 43.10 73.19%
0 \\\‘\‘\\\“\\H ‘\‘M \“ |1\0\‘9\.(\)“‘H\\‘M\\Hl‘e\s\.(\)
miz--> 20 40 60 80 100 120 140 160
Abundance #6808: Cyclopentane, 1,2-dimethyl-3-methylene-, trans-
95.0
bl L4 hdn
41.0 13.00 13.50
5000 67.0 m/z 55.15  68.90%
o238 el
m/z--> 20 40 60 80 100 120 140 160 /\ ”j\
Abundance #6766: 2,4-Hexadiene, 2,5-dimethyl- "N‘ O L ‘ AM ‘A 1
95.0 13.00 13.50
m/z 67.15 51.86%
5000 41.0 67.0
15.0
0 H“_w‘m}“” ‘u“!h‘H;‘mh“lwh‘_m_m‘m SN 2 N
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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@ Caryophyllene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.282 16.08 ng 186151  Acenaphthene-die 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 99
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 99
3 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 93
4 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 013877-93-5 90
5 (+)-2-Carene, 4-.alpha.-isoprope... 176 C13H20 1000151-26-0 38
Abundance Scan 1829 (14.282 min): BG057478.D\data.ms (-1823) (- | m/z 93.15 100.00%
133.2
5000
161.2
189.3 L — T \/\\
‘ H 14.00 14.50
0 e e m/z 91,15 99.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80121: Caryophyllene
93.0 133.0
5000 Pl ViR et
161.0 14.00 14.50
189.0 m/z 79.15 91.84%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80394: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-1
41.0
69.0 93.0 o T ‘ T T ‘ T T L
133.0 14.00 14.50
5000 m/z 41.10 88.28%
161.0
H “ ‘ 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80294: Bicyclo[5.2.0Jnonane, 2-methylene-4,8,8-trimeth A A
93.0 14.00 14.50
133.0 ITI/Z 69.15 83.64%
69.0
5000 41.0
161.0
189.0
0 Hqu_HM“‘M:_“M:H — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 11 Germacrene D Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.911 4.20 ng 48636  Acenaphthene-d10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germacrene D 204 C15H24 023986-74-5 98
2 (1R,2S,6S,75,85)-8-Isopropyl-1-m... 204 C15H24 018252-44-3 97
3 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 90
4 (+)-epi-Bicyclosesquiphellandrene 204 C15H24 054274-73-6 70
5 cis-Muurola-4(15),5-diene 204 C15H24 157477-72-0 70
Abundance Scan 1936 (14.911 min): BG057478.D\data.ms (-1930) (- | m/z 161.25 100.00%
161.3
91.1
5000 119.2
41 NINLITEN
LT b b
0 ‘H_MJ‘H‘“‘_‘MH wh“m‘ﬂm‘m_‘m“w_w“” m/z 91.10 75.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80116: Germacrene D
161.0
105.0 /\
41.0
/V\/\ AL A il
5000 R R
79.0 15.00
133.0 o
‘ ‘ o040 Mz 105.15  61.68%
015.0 \“\H}‘\H“‘\\M\‘\‘\“\\\“\\\\‘\\\\‘!‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80425: (1R,2S,6S,7S,8S)-8-Isopropyl-1-methyl-3-methy
161.0
AR
105.0 15.00
5000 41.0 m/z 79.15 42.67%
79.0
133.0
‘ ‘ 204.0
0 whWﬂM%wauh‘;L‘m“wu‘L‘
m/z--> 20 40 60 80 100 120 140 160 180 200 !\ [\
Abundance #80566: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octe : WA‘M‘ AL L,
161.0 15.00
m/z 119.15 41.66%
41.0 91.0
5000
119.0
65.0 204.0 A
] ‘wﬁwuh‘qk‘u“‘u‘w“ A, &ﬂ‘ ‘A‘A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 12 Naphthalene, 1,2,3,5,6,8a-h... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.193 2.73 ng 31648 Acenaphthene-die 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 96
2 1-Isopropyl-4,7-dimethyl-1,2,3,5... 204 C15H24 016729-01-4 94
3 Copaene 204 C15H24 003856-25-5 90
4 (1S,4S,4aS)-1-Isopropyl-4,7-dime... 204 C15H24 267665-20-3 90
5 .gamma.-Muurolene 204 C15H24 030021-74-0 87

Abundance Scan 1984 (15.193 min): BG057478.D\data.ms (-1979) (- | m/z 161.15 100.00%
1601.2

5000 912 1192

204.3
M /\/\A

U s,

—
650‘” ‘ | ‘ 15.00 15.50

- JL_W‘Jw‘1‘NW‘WLUM‘_W“_“‘_J“_V‘ m/z 119.15  50.68%

miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #80407: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimeth
119.0 161.0

41.1
M

o

41.0 91.0

AA | ﬂﬂ‘ ‘M‘A‘ -

5000 ‘
204.0 15.00 15.50
m/z 91.15 48.37%

65.0
0! \‘WMM\““\HHH“H‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80297: 1-Isopropyl-4,7-dimethyl-1,2,3,5,6,8a-hexahydro /\
161.0
’\J\“ ‘A‘A‘Il\‘ﬂ‘ L
119.0 15.00 15.50
5000 41.0 91.0 204.0 m/z 105.15 43.30%
69.0
0
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #80077: Copaene “MAN ‘ Jﬂ‘m —t
119.0 161.0 15.00 15.50

m/z 204.25 34.91%

5000 930

41.0

69.0 204.0
|

0- L L o e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

8270-BGR42723.M Mon May 22 09:43:19 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 13 unknownl6.326 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.326 4.50 ng 52148  Acenaphthene-d10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanamide, N-(4-hydroxyphenyl)- 179 C10H13NO2 000101-91-7 43
2 4-Pentyloxyaniline 179 C11H17NO 039905-50-5 38
3 Sobrerol 8-acetate 212 C12H2003 093133-02-9 38
4 Diethyl cyanomethylphosphonate 177 C6H12NO3P 002537-48-6 35
5 4,5,6,7-Tetrahydro-3-indolinone 137 C8H11NO 058074-25-2 35
Abundance Scan 2177 (16.326 min): BG057478.D\data.ms (-2169) (- | m/z 109.15 100.00%
109.2
5000 11 811 AM\A
179.2 Lh A L
204.3 r T
13‘5"'2 “ ‘ H 16.00 16.50
0 e A hsz a1 38.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53690: Butanamide, N-(4-hydroxyphenyl)-
109.0
5000
16.00 16.50
43.0 179.0 m/z 81.10 36.15%
81.0
O\1\5\9\‘\\\“‘\\”‘\‘\\‘\\U\\\\‘\\H\\‘\]_\?\’\s.‘q\\\‘\\\\i\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53840: 4-Pentyloxyaniline
109.0
NI 1 e T
16.00 16.50
5000 m/z 93.05 34.13%
179.0
80.0
ol15.0, 430 | | 135.0
A o e e R REREE EE L
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ A m A
Abundance #89539: Sobrerol 8-acetate A AR ‘NM“
109.0 16.00 16.50
m/z 43.15 25.37%
43.0
5000
69.0 137.0
0 ‘L”‘““ \W/\WM ALy £y
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50

8270-BGR42723.M Mon May 22 09:43:20 2023 Page: 16



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_G\Data\BG051923\

BGO57478.D

: 19 May 2023 22:18
: CG/IU
: 02848-01

: 10 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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

14 n-Hexadecanoic acid

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.547 9.83 ng 153335  Phenanthrene-di10 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadec

anoic acid

2 Tridecanoic acid

3 Tetradecanoic acid
4 Pentadecanoic acid
5 Dodecanoic acid

256 C16H3202
214 C13H2602
228 C14H2802
242 C15H3002
200 C12H2402

000057-10-3 99
000638-53-9 93
000544-63-8 89
001002-84-2 81
000143-07-7 70

Abundance Scan 2555 (18.547 min): BG057478.D\data.ms (-2551) (-
31

miz--> 20 40 60

43.1
5000
0 - ‘W‘ ‘
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
157.0 185.0 213.0 256.0
0

80 100 120 140 160 180 200 220 240 260

m/z 73.10 100.00%

18.50

m/z 60.15 78.19%

18.50

m/z 43.10 70.90%

Abundance #92068: Tridecanoic acid
73.0
43.0 SIRWEGEEL ‘
18.50
5000 ITI/Z 57.10 61.81%
129.0
‘ ‘ 171.0 214.0
101.0
0?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0 18.50
43.0 m/z 55.15 60.68%
5000
129.0
185.0 228.0
99.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50

8270-BGR42723.M Mon May 22 09:43:23 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 15 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.798 2.99 ng 46699  Phenanthrene-d10 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 Tridecanoic acid 214 C13H2602 000638-53-9 27
5 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 18

Abundance Scan 2768 (19.798 min): BG057478.D\data.ms (-2765) (- | m/z 73.10 100.00%
43.1 73.1

5000 129.1
241.3

%

185.1 ;
284.: 19.50 20.00

, Jw_‘Hﬂuﬂ_ﬂw‘uﬂu‘wﬂu,uu_‘uﬂu m/z 43.15 91.14%

0 .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0 L LT

19.50 20.00
m/z 57.15 81.21%

185.0 2410 284
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
e ey

430 19. 50 20.00
5000 ITI/Z 60.15 76.71%
129.0
185.0 228.0
oh ‘\“;\‘ ‘ulu‘ H‘ “ ‘ “H‘\‘ “MH‘H‘\H - e aaa
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46966: n-Decanoic acid . MV\ — i b1
73.0 19.50 20.00
m/z 55.10 68.61%
1 'V\J\/\A\Mﬁ
5000
43.0
01172Pr T ]
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 16 Cinnamyl cinnamate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.414 27.61 ng 488706  Chrysene-d12 22.013
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 (Z)-N-(2-Hydroxyethyl)-3-phenyla... 233 C13H15N03 1000512-63-0 47
3 1,3-Bis(cinnamoyloxymethyl)adama... 456 C30H3204 303797-58-2 47
4 3-Butenoic acid, 2-oxo-4-phenyl-... 190 C11H1003 1000142-22-4 47
5 1,3-Phenylene, bis(3-phenylprope... 370 C24H1804 1000259-62-4 47

Abundance Scan 3043 (21.414 min): BG057478.D\data.ms (-3036) (- | m/z 131.10 100.00%
131.1
5000 J
77.1
219.2
‘ | ‘ 21.50
obrrbwd b LUl 2819 m/z 115.15  43.18%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #153419: Cinnamyl cinnamate
131.0
5000
21 50
770 2190 m/z 117.15 36.28%
02 “. 66.0
\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #114798: (Z)-N-(2-Hydroxyethyl)-3-phenylacrylamide, O-
131.0
21 50
5000 ITI/Z 103.15 35.21%
77.0
T T S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #327873: 1,3-Bis(cinnamoyloxymethyl)adamantane
131.0 21.50
m/z 77.10 30.35%
77.0
5000
oL bl a0 200 3080 ase,
m/z--> 50 100 150 200 250 300 350 400 450 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 17 Hexadecyl propyl ether Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.578 2.77 ng 48969  Chrysene-d12 22.013
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecyl propyl ether 284 C19H400 1000406-27-9 87
2 Octadecyl propyl ether 312 C21H440 1000406-28-0 83
3 n-Heptadecanol-1 256 C17H360 001454-85-9 70
4 n-Nonadecanol-1 284 C19H400 001454-84-8 70
5 1-Heneicosanol 312 C21H440 015594-90-8 70
Abundance Scan 3071 (21.578 min): BG057478.D\data.ms (-3066) (- | m/z 57.15 100.00%
57.1
97.1
5000
221.2 267.1 2150 |
Ll H 1 HH]T 1909 ] T -~
0% o — e m/z 43.10 77.61%
miz-> 50 100 150 200 250
Abundance #179258: Hexadecyl propyl ether
43.0
5000 é \ d \
83.0 1.5
m/z 83.15 75.59%
O T T h‘\ \ \ “M‘ \h \2‘5\ 0{ 1\ 8\-0\ T L \224 0\2?5\ 0\ T T
m/z--> 100 150 200 250
Abundance #215089.CXXadecyIproperther
43.0
21.50
5000 m/z 55.10 62.38%
83.0
25.0
oL——L \‘Lw ‘H ‘M‘ e ‘h‘ } ‘1‘68‘9 . 2‘199 . ‘25‘\2‘0 ‘28‘3‘(
miz--> 50 100 150 200 250
Abundance #143654: n-Heptadecanol-1 T
55.0 21.50
97.0 m/z 97.10  55.07%
5000
9.0
o199 | | i \L | g 1690 2100
m/z--> 50 100 150 200 250 21.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
BGO57478.D
: 19 May 2023 22:18

Operator : CG/JU

Sample
Misc
ALS vial : 10

Quant Method
Quant Title

TIC Library

. 02848-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 18 Nonadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.398 11.61 ng 192577  Perylene-di2 25.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3551 (24.398 min): BG057478.D\data.ms (-3544) (- | m/z 57.10 100.00%
57.1
‘ 9.2 24.00 24:50
141.2183.3 252.2
0 m‘w!u‘“m““ Lo o 850 myz 71015 73.94%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 T
2400 2450
43.10 60.85%
O \‘\ “‘ \‘“‘ \“‘\““ \“ \]‘_\4\]-‘()\1-\8\3\0‘\ T ‘2\6§ \0\ ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
2400 2450
5000 m/z 85.10 58.82%
oLl L‘ 114101830 2370281 03230
e S S
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane - 7
57.0 2400 24.50
55.10 24.60%
5000
ol bl H | 1419;83 0225.0 281.0 337.0 394.
““““““‘“““‘“““““““““‘
m/z--> 50 100 150 200 250 300 350 2400 2450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 19 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.648 10.47 ng 173674  Perylene-di12 25.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3934 (26.648 min): BG057478.D\data.ms (-3925) (- | m/z 57.15 100.00%
57.1
- ‘J\/\k
9.2 e =
‘ h‘ H 41.2 2071 2671 26.50 27.00
ol b b b LT T 2 mjz 71.15 73.06%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 e \WW
26.50 27.00
m/z 43.15 63.67%
9.0
0 \‘ “\ ‘H\ I H‘ | :‘I‘.4‘19 1830 225.0 282.0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— T —
26.50 27.00
5000 m/z 85.15 49, 85%
9.0
0 ‘ el uh\ \h\ “\‘ h‘ %4%? ]\'830 2250 2670 3090 367(
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0 26.50 27.00
m/z 55.10 25.19%
5000
9.0
oL Ll 14101830 295 9530
L B S LA e e i B b B —— ——
m/z--> 50 100 150 200 250 300 350 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 20 2-Methylhexacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
29.896 2.85 ng 47319  Perylene-d12 25.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylhexacosane 380 C27H56 001561-02-0 64
2 Octadecane 254 C18H38 000593-45-3 59
3 Heneicosane 296 C21H44 000629-94-7 59
4 Tetracosane 338 C24H50 000646-31-1 59
5 Heptadecane 240 C17H36 000629-78-7 59
Abundance Scan 4487 (29.896 min): BG057478.D\data.ms (-4475) (- ' m/z 57.15 100.00%
57.1
5000
9.2 vy
- ——
| “ ‘ M | 176.9 221.1 3549 2950 30.00
ok L L wz 7115 74.36%
m/z--> 50 100 150 200 250 300 350
Abundance #287978: 2-Methylhexacosane
57.0
5000
29.50 30.00
m/z 85.15 62.43%
O T “\ ‘\“ ‘ h‘ “L‘ “H ““ \]E \‘ “\]‘\-8\3\0‘ ?2\5\ 0\ ‘2\67\9\ ‘ T \3\3?‘0\ T
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
29.50 30.00
5000 m/z 43.10 60.28%
9.0
0 \\‘ | “\ \\ H‘ ‘ 141 0 183 0 254 0
- T L T IR R
m/z--> 0 lOO 150 200 250 300 350
Abundance #194587: Heneicosane “ 7
57.0 29.50 30.00
m/z 83.05 27.46%
5000
9.0
g Ll 1 p0ms0 20
m/z--> 50 100 150 200 250 300 350 29.50 30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51923\
Data File : BGO57478.D

Acqg On : 19 May 2023 22:18
Operator : CG/JU

Sample : 02848-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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|
Propanoic acid,... 4.043 22.3 ng 119756 1  8.355 107624 20.0
Butanoic acid 4.466 56.0 ng 301263 1 8.355 107624 20.0
Butanoic acid, ... 5.212 11.3 ng 60844 1 8.355 107624 20.0
Butanoic acid, 5.347 6.0 ng 32419 1 8.355 107624 20.0
unknown5. 388 5.388 3.9 ng 21014 1  8.355 107624 20.0
.alpha.-Pinene 7.010 5.0 ng 27023 1 8.355 107624 20.0
Benzeneacetic acid 11.739 5.2 ng 41647 2 11.192 161715 20.0
Hydrocinnamic acid 12.972 25.3 ng 204520 2 11.192 161715 20.0
unknown13.342 13.342 4.0 ng 45915 3 14.969 231537 20.0
Caryophyllene 14.282 16.1 ng 186151 3 14.969 231537 20.0
Germacrene D 14.911 4.2 ng 48636 3 14.969 231537 20.0
Naphthalene, 1,... 15.193 2.7 ng 31648 3 14.969 231537 20.0
unknownl16.326 16.326 4.5 ng 52148 3 14.969 231537 20.0
n-Hexadecanoic ... 18.547 9.8 ng 153335 4 17.707 311925 20.0
Octadecanoic acid 19.798 3.0 ng 46699 4 17.707 311925 20.0
Cinnamyl cinnamate 21.414 27.6 ng 488706 5 22.013 353988 20.0
Hexadecyl propy... 21.578 2.8 ng 48969 5 22.013 353988 20.0
Nonadecane 24.398 11.6 ng 192577 6 25.508 331637 20.0
Eicosane 26.648 10.5 ng 173674 6 25.508 331637 20.0
2-Methylhexacosane 29.896 2.9 ng 47319 6 25.508 331637 20.0
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