LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc :

ALS Vvial : 15 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-BG081823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58862.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.3065 372 377 384 rVB 14287 21621  2.22% 0.279%
2 5.381 384 390 397 rBV 297815 477499 49.05% 6.153%
3 5.810 455 463 468 rVB3 7226 11949 1.23% 0.154%
4 6.88 641 646 652 rBV 10576 15755 1.62% 0.203%
5 6.980 652 662 677 rBV 290460 521772 53.60% 6.724%
6 7.397 728 733 737 rBV 11318 18864 1.94% 0.243%
7 7.450 737 742 749 rVB 29513 50312 5.17% 0.648%
8 7.802 796 802 810 rBV 70491 117681 12.09% 1.516%
9 8.178 860 866 871 rBV 26960 44152 4.54% 0.569%
10 8.343 888 894 902 rVB 38384 66048 6.78% 0.851%
11  8.971 994 1001 1014 rBV 163694 296320 30.44%  3.818%
12 9.289 1047 1055 1060 rVB2 9961 21836 2.24% 0.281%
13 10.035 1172 1182 1188 rBv4 10975 27636 2.84% 0.356%
14 10.099 1188 1193 1198 rBV4 7780 16744 1.72% 0.216%
15 10.605 1272 1279 1282 rBV 93621 159231 16.36% 2.052%
16 10.658 1282 1288 1299 rW 401425 746201 76.65% 9.616%
17 10.775 1302 1308 1318 rVB 21414 39462 4.05% 0.509%
18 12.273 1552 1563 1574 rBV 49664 86450 8.88% 1.114%
19 12.491 1592 1600 1607 rVB 37715 60520 6.22% 0.780%
20 13.072 1691 1699 1709 rBV 393599 607910 62.45% 7.834%
21 13.284 1730 1735 1739 rBvV2 10931 18048 1.85% 0.233%
22 13.343 1739 1745 1754 rVB 89850 144327 14.83% 1.860%
23 14.177 1880 1887 1893 rBV 22425 33568 3.45% 0.433%
24 14.453 1927 1934 1940 rBV2 136787 217795 22.37% 2.807%
25 14.512 1940 1944 1952 rVB 16691 27643  2.84% 0.356%
26 14.859 1997 2003 2010 rBvV2 7811 12041 1.24% 155%
27 15.499 2108 2112 2120 rVB4 6740 11304 1.16% 146%

28 15.946 2181 2188 2199 rBV 365287 597844 61.41%

CwWNOeO®
N
()
2
R

29 17.197 2394 2401 2406 rBV 196114 292151 30.01% 765%
30 17.238 2406 2408 2417 rVWV 24049 32543 3.34% 419%
31 17.338 2417 2425 2431 rW 16196 28363 2.91% ©.365%
32 17.608 2466 2471 2479 rBV 23569 36460 3.75% 0.470%
33 18.084 2544 2552 2556 rBv4 30311 55147 5.66% 0.711%
34 18.119 2556 2558 2564 rVv3 11825 21228 2.18% ©0.274%
35 18.208 2568 2573 2577 rW 6334 10288 1.06% ©.133%
36 18.272 2577 2584 2588 rvv2 21609 39329 4.04% 0.507%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc :

ALS Vvial : 15 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-BG081823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.578 2632 2636 2644 rVB2 8216 12693 1.30% 0.164%
38 19.030 2710 2713 2716 rVvv3 11471 15101 1.55% ©.195%
39 19.253 2745 2751 2757 rBV 71594 100648 10.34% 1.297%
49 19.588 2803 2808 2809 rBV3 19021 23646 2.43% ©0.305%
41 19.618 2809 2813 2822 rVB 98007 142148 14.60% 1.832%
42 19.817 2841 2847 2857 rBV 751210 973480 100.00% 12.544%
43 19.947 2861 2869 2875 rBV5 6295 17222 1.77% 0.222%
44 20.088 2886 2893 2894 rBV6 10359 20328 2.09% 0.262%
45 20.111 2894 2897 2903 rVB2 26066 36047 3.70% 0.465%
46 20.211 2910 2914 2918 rBV2 20079 25099 2.58% 0.323%
47 20.270 2919 2924 2928 rVv3 11634 14527 1.49% 0.187%
48 20.405 2942 2947 2951 rBV 7148 11431 1.17% 0.147%
49 20.452 2951 2955 2960 rVB4 7917 12106 1.24% 0.156%
50 20.605 2978 2981 2985 rBvV4 8294 9795 1.01% 0.126%
51 21.045 3051 3056 3058 rBV3 8368 14867 1.53% 0.192%
52 21.087 3058 3063 3066 rBv4 39352 56890 5.84% 0.733%
53 21.175 3073 3078 3087 rVB 24509 41441 4.26% ©.534%
54 21.439 3113 3123 3127 rBV3 236697 437929 44.99% 5.643%
55 21.480 3127 3130 3135 rVB 37989 56946 5.85% ©.734%
56 21.615 3148 3153 3161 rVB6 9871 19708 2.02% 0.254%
57 22.138 3236 3242 3245 rBV3 7660 12347 1.27% ©.159%
58 22.179 3245 3249 3259 rVBS8 7332 22092 2.27% ©.285%
59 22.826 3353 3359 3365 rVB6 8612 17071 1.75% 0.220%
60 23.531 3471 3479 3485 rBV2 26016 77995 8.01% 1.005%
61 23.778 3516 3521 3526 rBV3 5986 10610 1.09% 0.137%
62 24.212 3588 3595 3606 rVB2 18891 52644 5.41% 0.678%
63 24.353 3611 3619 3630 rVB 29300 81466 8.37% 1.050%
64 24.500 3631 3644 3653 rBV2 130358 372211 38.24%  4.796%
65 27.990 4227 4238 4256 rVB6 11599 50020 5.14% 0.645%
66 29.077 4417 4423 4439 rVB4 9882 35683 3.67% 0.460%
Sum of corrected areas: 7760233
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058862.D\data.ms
700000

600000

500000

400000 10.658

300000 5.381 6.980

200000 8.971

100000 7802 10.905 12.23%0
23391
5305 55810 6.886 7' 8.8 9280 1000880 10.775

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\'/\\\‘\\\\‘\\\\‘\\\T‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058862.D\data.ms

19.817
700000

600000

500000
8.072

400000 15.946

300000
21.439

200000 17.197

14.453

1000001 ||13.343
480

0 13.284 1417 51124{;59 15.499 .615 2213®
T\\ T ‘ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\

Time--> 13.00 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: BG058862.D\data.ms

700000

600000

500000

400000
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200000

24.500
100000

B2 23. .778242-3}\ 27.990 29.077
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.886 2.68 ng 15755 1,4-Dichlorobenzene-d4 7.808

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 86
Abundance Scan 646 (6.886 min): BG058862.D\data.ms (-641) (-) m/z 105.00 100.00%
105.0
5000
120.0
R AR
51.0 64.9 79.0 6.60 6.80 7.00 7.20
\\’\\\\’\\\\’\\\\"\H\"\\\‘\‘\‘\‘H‘\\\H‘\\\\“\H\‘\Hl\‘\\\\“\\\\‘ m/z 129.06 33.9100
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 \\\‘\\\\ﬂ‘\\\\‘\\\\mﬁ\\\\
1200 6.60 6.80 7.00 7.20
m/z 106.00 10.71%
77.0 91.0
\\’J\-?\.(\)’H\‘\’\\3\?"\0\\\"H\\6‘%.‘(\)\|H\m“\H|‘MH|\H\|H‘\‘\‘|‘HH|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
A RAREE e AR
6.60 6.80 7.00 7.20
5000 120.0 m/z 79.00 10.33%
28.0 77.0 910
I T AT WYY Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 n
Abundance #10721: Benzene, 1-ethyl-4-methyl- e RRRREEEE
105.0 6.60 6.80 7.00 7.20
m/z 77.00 9.94%
5000
120.0
77.0 91.0 ﬂM
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 unknown7.397 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.397 3.21 ng 18864 1,4-Dichlorobenzene-d4 7.808

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 39
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 36
4 Diethyl carbitol 162 C8H1803 000112-36-7 9
5 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 9

Abundance Scan 733 (7.397 min): BG058862.D\data.ms (-728) (-) m/z 45.00 100.00%

45.0
5000
/\ A ma
9 100756 750 750 150
Lol 028
\\\‘\\\\“\\‘\\‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\ m/z 59.06 38.510
miz-> 20 40 60 80 100 120 140
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)-
45.0
5000 n‘um‘uu’\Mw‘uu‘u
7.00 7.20 7.40 7.60 7.80
ZIT ‘ 73.0 m/z 71.90 16.99%
\\\‘\“}‘\‘\“H‘\ \‘\H“\ T \H\ ‘ T \\;‘?%I\O\ T ‘ UL ‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #10526: Ethanol, 2-(2-methoxyethoxy)-
45.0
e
7.00 7.20 7.40 7.60 7.80
5000 m/z 42.95 16.47%
29.0
‘ 90.0
SN Y N
m/iz--> 20 40 60 80 100 120 140
Abundance #53403: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- RERRNEEENE SRS e
45.0 7.00 7.20 7.40 7.60 7.80
m/z 73.00 13.26%
5000
72.0
29.0 ‘ 89.0
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.450 8.55 ng 50312 1,4-Dichlorobenzene-d4 7.808

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Mesitylene 120 C9H12 000108-67-8 93
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 83
Abundance Scan 742 (7.450 min): BG058862.D\data.ms (-737) (-) m/z 105.00 100.00%
105.0
5000 120.1
P
50.9 77.0 910 7.20 7.40 7.60 7.80
H\‘\H\‘HH‘\H\“‘H\\“‘}‘\\w‘\“\‘\\‘H‘\‘H‘\\\\“‘\‘\H“\M!\‘HMH“‘HH‘ m/Z 120.10 43.4100
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0 \[\/“,/\
7.20 7.40 7.60 7.80
39.0 770 910 m/z 77.00 13.79%
63.0 ‘ '
\\\‘\H\‘2\\5\"\0‘\H}i‘\\\\HU\\\“}NH‘\i\M‘\\\\“‘}H\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0 ﬁ
| T |
7.20 7.40 7.60 7.80
5000 120.0 m/z 91.080 13.26%
77.0
51.0 91.0
S I WUSPOTARN Aoy ) I
m/z--> 10 20 30 40 50 60 70 80 90 100110120 ”\ m
Abundance #10716: Benzene, 1,2,4-trimethyl- “H‘k‘u“‘w,“u‘k‘
105.0 7.20 7.40 7.60 7.80
m/z 50.90 11.85%
120.0
5000
39.0 77.0
15.0 | 630 | 91.0
\\\‘\\‘\\‘m‘l‘mu‘\m}‘l‘m M\‘\\\U‘\\\\“1m‘\‘l!wu‘m“uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.178 7.50 ng 44152  1,4-Dichlorobenzene-d4 7.808

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 55
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 53
Abundance Scan 866 (8.178 min): BG058862.D\data.ms (-860) (-) m/z 117.10 100.00%
117.1
5000
LA g
91.0 N aa mwma R
39.0 57.8 77.0 ‘ 7.80 8.00 8.20 8.40 8.60
H‘HH’\H\’H\‘\"HH‘HH‘\H‘\‘H‘\H‘HHM“HH‘\“H\‘Hl\“uu‘ m/Z 118.00 54.0100
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
117.0
5000 e
7.80 8.00 8.20 8.40 8.60
m/z 115.00 33.99%
390 630 91.0
H‘HH’\H“\O’\H\"‘H\\i‘\\\lH‘\‘H‘\7\7{‘0\\\\“‘\\\\1‘9\4.\.\0‘\\!\“H\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10197: Benzene, cyclopropyl-
117.0
A amaEE
7.80 8.00 8.20 8.40 8.60
m/z 91.00 17.05%
5000 91.0
51.0
o |
‘W‘HW‘HM‘Hu‘uﬂluﬁlww‘mh‘uﬁwuﬁqﬁﬂ‘uu‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10205: Benzene, 1-ethenyl-2-methyl- ‘A‘m“w“,u“‘ﬂ“‘
117.0 7.80 8.00 8.20 8.40 8.60
m/z 57.80 10.77%
5000
91.0
39.0 58.0 77.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 1Indene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.343 11.22 ng 66048 1,4-Dichlorobenzene-d4 7.808

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 94
2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 90
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 90
Abundance Scan 894 (8.343 min): BG058862.D\data.ms (-888) (-) m/z 115.00 100.00%
115.0
5000
A
200 630 890 8.00 8.20 8.40 8.60
H’\H\‘\\H‘\H\“\\H}‘\H“\‘\“\‘H‘H‘H‘H\‘\‘HH‘\H\‘\‘\‘\‘\H\ m/z 116.06 96.0300
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9543: Indene
116.0
5000 \‘\\\\/'\‘\\\\‘\\\\’\\\\‘\
8.00 8.20 8.40 8.60
63.0 m/z 89.00 16.45%
39.0 ' 89.0
H’H\\‘\2\6{‘.}(‘)\\\{“\H\i‘\\\‘}“}‘\‘\\‘\7}‘6\.\(‘)\\“{“\\\\‘\\.\\‘\‘} ‘\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9550: 3-Methylphenylacetylene
115.0
T e e
8.00 8.20 8.40 8.60
5000 m/z 63.00 13.46%
63.0 89.0
39.0
‘wu‘wufeu‘ﬁu‘qm‘uﬂuwmfeumhuﬁ?%g‘mﬁ,uu
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9546: Benzene, 1-propynyl- ‘N“‘W““_“‘,H“‘
115.0 8.00 8.20 8.40 8.60
m/z 57.60 9.79%
5000
63.0 89.0
50.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Cinnamaldehyde, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.289 2.74 ng 21836 Naphthalene-d8 10.605

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 91
2 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 91
3 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 91
4 4-Methyl-1H-benzimidazole 132 C8H8N2 1000486-24-5 87
5 5-Methylbenzimidazole 132 C8H8N2 000614-97-1 86

Abundance Scan 1055 (9.289 min): BG058862.D\data.ms (-1047) (-) m/z 131.00 100.00%
131.0

5000

51.0 769 1030 N A R

‘ ‘ 9.00 9.20 9.40 9.60
il |

"HH_‘H_Hu_u‘_uwﬂuw‘uwu‘wuu‘wu‘uu_‘u_‘u_ m/z 132.00  83.76%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16658: Cinnamaldehyde, (E)-

131.0

103.0 I nr\ﬁ L

5000 A e e
77.0
51.0 9.00 9.20 9.40 9.60
‘ ‘ 111 ‘ ‘ ‘

m/z 103.00 32.30%
| . .
IR N R R R RN R RN RN R R RR RN RN

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16661: 2-Propenal, 3-phenyl-
131.0
R
103.0 9.00 9.20 9.40 9.60
5000 77.0 ITI/Z 50.95 29.59%
51.0
27.0 ‘
\‘\m‘\u‘w‘\u1“\”\‘lm,}‘m‘\Mw‘m\‘Hm‘!\‘u‘\m‘uu‘ aan
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16663: Benzofuran, 7-methyl-
132.0 9.00 9.20 9.40 9.60
m/z 76.90 26.18%
5000
51.0
27.0 ‘
Sl O O 7. OO 1 A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60

8270-BGO81823.M Mon Aug 28 09:16:17 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 1H-Indene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.035 3.47 ng 27636  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 93
2 2-Methylindene 130 C10H10 002177-47-1 81
3 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 81
4 1H-Indene, 3-methyl- 130 C1leH1e 000767-60-2 76
5 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 76
Abundance Scan 1182 (10.035 min): BG058862.D\data.ms (-1172) (- | m/z 130.00 100.00%
115.0130.0
5000 PN
—rh ‘
48.9 63.0 ‘ 10.00
\\‘\\\\‘HH‘\\H‘HHH‘HH‘\HH‘H\\’\ﬁ\g‘g\\‘\\\\‘\\l\‘\\\\HH’\ m/z 115.06 95.2500
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0
5000 ‘A‘ T :
10.00
m/z 129.00 64.43%
\\‘\\\\‘%\7\‘()\\H“\H\}‘\\\\‘1”‘\\‘\\H\‘M’H\\“H\\‘Q\\H‘Hl\‘\\}‘\‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15022: 2-Methylindene
130.0
10.00
5000 m/z 128.00 40.67%
51.0
77.0
SNV W . N |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 m
Abundance #15027: Benzene, 1-butynyl- — ‘ ‘
115.0
5 130.0 10.00
m/z 127.00  25.32%
5000
63.0
89.0
X B N Y T [ | 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00

8270-BGO81823.M Mon Aug 28 09:16:18 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 10 unknownl1@.099 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.099 2.10 ng 16744  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (cyclopropylidenemethyl)- 130 C10H10 007555-67-1 43
2 Benzene, (1-methylene-2-propenyl)- 130 C10H10 002288-18-8 38
3 Benzene, 1-cyclobuten-1-yl- 130 C1eH1e 003365-26-2 38
4 Tetracyclo[2.2.1.6(2,6).0(3,5)]h... 116 C9HS 081787-74-8 22
5 2-Propenenitrile, 3-phenyl- 129 CSH7N 004360-47-8 9
Abundance Scan 1193 (10.099 min): BG058862.D\data.ms (-1188) (- | m/z 115.00 100.00%
115.0 130.1
5000
1 102.0 At
38‘-9 510 62‘-9 770 890 7 ' ‘ 10.00 10.50
el Ll msz 130,05 95.13%
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #15054: Benzene, (cyclopropylidenemethyl)-
129.0
115.0
cot v
5000 10.00 10.50
51.0 m/z 129.05 71.90%
39.0 63.0 77.0 102.0
‘\\\\“\\\\}‘\‘\\\‘}H‘\\‘\\1‘}‘\\8\%‘.‘\0\\\‘!w\\‘\\\\‘\\\‘\ \\\\‘
miz--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #15056: Benzene, (1-methylene-2-propenyl)-
130.0
115.0 cot ﬂ‘ |
10.00 10.50
m/z 128.00 34.92%
5000 51.0
77.0 102.0
39.0 63.0 ‘ o ‘ ‘
N T T O N |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 W
Abundance #15047: Benzene, 1-cyclobuten-1-yl- i e
129.0 10.00 10.50
115.0 m/z 127.00  22.99%
102.0
5000 51.0
77.0
39.0 63.0
o hoeee A1 —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 10.00 10.50

8270-BGO81823.M Mon Aug 28 09:16:19 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Benzo[c]thiophene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.775 4.96 ng 39462 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
2 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
4 1-Benzofuran-5-ol 134 C8H602 013196-10-6 59
5 3-Deazaadenine 134 C6H6N4 006811-77-4 53

Abundance Scan 1308 (10.775 min): BG058862.D\data.ms (-1302) (- | m/z 134.00 100.00%
134.0

5000 /\
I [ -
89.0
a9 630 © 1080 1050 100
H‘\H\‘\H\“\\‘HW\\HHi\‘\“\‘}‘H‘HH\\‘\‘H\“\HMHH‘HH‘\‘}\‘HH‘H m/Z 89.00 12.84%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17519: Benzo[c]thiophene
134.0
5000 — —

10.50 11.00
m/z 63.00 8.94%

89.0
480 O .o
I L |

m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17522: Cyclopenta[c]thiapyran
134.0
—— —
10.50 11.00
5000 m/z 134.90 8.89%
89.0
450 63.0 “ 10?0 |
, L1l , | i
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 A
Abundance #17520: Benzo[b]thiophene —
134.0 10.50 11.00
m/z 90.00 8.67%
5000
67.0 890
260 A B b
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 10.50 11.00

8270-BGO81823.M Mon Aug 28 09:16:21 2023 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
BGO58862.D

: 25 Aug 2023 23:32

: MA/JU

: 04147-02

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.343 13.25 ng 144327  Acenaphthene-di10 14.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 64
2 2-Thiophenecarbonitrile 109 C5H3NS 001003-31-2 38
3 benzenamine, 3-[(tetrahydro-2H-p... 193 C11H15NO2 1010400-28-1 38
4 3-Hexyne-2,5-diol, 2,5-dimethyl- 142 C8H1402 000142-30-3 38
5 Metacetamol 151 C8HO9NO2 000621-42-1 38
Abundance Scan 1745 (13.343 min): BG058862.D\data.ms (-1739) (- | m/z 43.00 100.00%
109.0
5000
151.1
— ——
‘ 85.0 13.00 13.50
\\\\‘\\\\“}\\“\“\“\‘\\“\‘\‘\H\‘\‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ m/z 169.06 55.9900
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 P ——
13.00 13.50
69.0 m/z 151.05 32.53%
\\\\‘\\‘\\“‘“\‘\“\‘H‘\“\“\\H“\‘\‘\H\‘\\H‘\‘\‘\\\\‘\\1\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6230: 2-Thiophenecarbonitrile
109.0
- ——
58.0 13.00 13.50
5000 m/z 41.00 17.27%
82.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67892: benzenamine, 3-[(tetrahydro-2H-pyran-2-yl)oxy]- b N
109.0 13.00 13.50
m/z 85.00 11.52%
5000
41.0 85.0 /\
L a0 w0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

8270-BGO81823.M Mon Aug 28 09:16:23 2023

Page:

13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.084 3.78 ng 55147  Phenanthrene-d10 17.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 46
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 25
Abundance Scan 2552 (18.084 min): BG058862.D\data.ms (-2544) (- 43.00 100.00%
43.0
73.0 192.0
5000
129.1
sy | e | s o
‘HH“\H‘\ \Hl\“‘H\“\“‘\‘H“\‘\H\‘H\\“\‘\‘\\‘\‘\ \“\‘H\‘\‘\H‘HH‘\ mz 69 ee 89 220
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 —r ik
18.00
97.0 1570 15,2130 2560 57.00  83.88%
‘HH“}‘HH‘\H \H‘H‘H\}\wh““\\wl‘\“\‘\\‘\H\‘H‘\\‘\‘H\‘H\‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
18.00
5000 55.00 80.07%
129.0 242.0
\ e
“MJM‘N”WUfm‘ﬂhﬂwwuu‘u‘W‘A‘M‘H‘H‘W‘H‘ﬂ‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0 18.00
43.0 m/z 73.00 74.51%
5000
129.0
185.0 228.0
\‘ L $»J\HW % M i ‘ ‘ ‘ L Ly

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00

8270-BGO81823.M Mon Aug 28 09:16:25 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 14 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.272 2.69 ng 39329  Phenanthrene-die 17.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 72
ethyl diselenide 190 C2H6Se2 007101-31-7 43
,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25
»4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 16
-[(Difluoromethyl)sulfanyl]anil... 189 C8H9F2NS 2003701-49-1 9

uih wNnPE
W NNR XD

Abundance Scan 2584 (18.272 min): BG058862.D\data.ms (-2577) (- m/z 190.00 100.00%
190.0

5000
el
94.3
388 63.9 163.0 18.00 18.50
‘\\\\“\\‘\\“}‘\\‘\‘M\M\\\‘\\\\‘\\\\‘\\‘\\‘m‘\\‘\‘ m/Z 189.00 88.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T AA A R
18.00 18.50
94.0

m/z 191.00  26.46%

390 630 | 11501370 1630
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz—> 20 40 60 80 100 120 140 160 180 200
|
1

Abundance #64931: Methyl diselenide
190.0

—
93.0 18.00 18.50

5000 m/z 192.00  26.20%
160.0
o
miz—> 20 40 60 80 100 120 140 160 180 200
il
—L

Abundance #64398: 1,4-Naphthalenedione, 2,5-dihydroxy- ——
190.0 18.00 18.50

m/z 186.90  22.16%

5000 121.0

162.0
i Ll

‘\\\\‘\\‘\\‘\ T ‘ T T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50

w90 20 | |

8270-BGO81823.M Mon Aug 28 09:16:27 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Cyclohexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.087 2.60 ng 56890 Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 95
2 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 70
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 64
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 64
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 64
Abundance Scan 3063 (21.087 min): BG058862.D\data.ms (-3058) (- | m/z 57.00 100.00%
57.0
e MWL\/
11.1 228.0 Shinee :
21.00
2810
\\\““ 1 ‘H“\\ L I B m/Z 54.95 87.9800
mi/z--> 50 100 150 200 250 300 350 400
Abundance #104594: Cyclohexadecane
55.0
5000 e :
11.0 21.00
m/z 42.95 80.58%
L1 gm0 2260
\L\L“\\\\\‘h‘“\\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #279618: Carbonic acid, isobutyl octadecyl ester
57.0
L \
21.00
5000 m/z 83.00 58.81%
‘ ‘ 11.0
Aoz
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0 21.00
m/z 97.10 54.83%
5000
1690
iy | ‘g bl 22002830 434
m/z--> 50 100 150 200 250 300 350 400 21.00

8270-BGO81823.M Mon Aug 28 09:16:28 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BGO58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.212 2.83 ng 52644  Perylene-d12 24.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 93
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
3 Benzo[a]pyrene 252 C20H12 000050-32-8 81
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
5 Perylene 252 C20H12 000198-55-0 74
Abundance Scan 3595 (24.212 min): BG058862.D\data.ms (-3588) (- | m/z 252.05 100.00%
252.1
5000 /\J\
1251 Aol
410 82,9 3 190.9 224.1 280.9 : 5 a0o
\\‘H\\‘H\\“H\\“H}\‘1H\‘\H\‘HH‘HH‘HH“\MH‘\ \‘HH“\H m/z 259.16 29.090
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene
252.0
5000 /\A ——+ T /\
24.00 24.50
m/z 253.0 22.38%
125.0
63.0 98.0, | 1740 2240
\\‘HH‘H\\‘H\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H \‘HH‘\H
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138563: BenzolKk]fluoranthene
252.0
Py
24. 00 24.50
5000 m/z 125.10 11.24%
126.0
90, 240 |
‘w‘HwH‘wHH,HH“‘H_H‘_HW‘HWH‘WHH‘H‘_‘H_‘
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 fr\ ﬂ m
Abundance #138555: Benzo[a]pyrene ﬂ A ‘A‘A‘ Tt
252.0 24.00 24.50
m/z 251.10 10.66%
5000
126.0
63.0 99.0, | 1740 2240 |
H_‘H_‘HM‘HM‘HM‘HM‘HM‘HM‘H_‘HM‘H_"_‘H_“ P by
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 24.00 24.50

8270-BGO81823.M Mon Aug 28 09:16:29 2023 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58862.D

Acqg On : 25 Aug 2023 23:32
Operator : MA/JU

Sample : 04147-02

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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|
Benzene, 1-ethy... 6.886 2.7 ng 15755 1 7.808 117681 20.0
unknown?7.397 7.397 3.2 ng 18864 1 7.808 117681 20.0
Benzene, 1,2,3-... 7.450 8.6 ng 50312 1 7.808 117681 20.0
Indane 8.178 7.5 ng 44152 1 7.808 117681 20.0
Indene 8.343 11.2 ng 66048 1 7.808 117681 20.0
Cinnamaldehyde,... 9.289 2.7 ng 21836 2 10.605 159231 20.0
1H-Indene, 1-me... 10.035 3.5 ng 27636 2 10.605 159231 20.0
unknown10.099 10.099 2.1 ng 16744 2 10.605 159231 20.0
Benzo[c]thiophene 10.775 5.0 ng 39462 2 10.605 159231 20.0
2,4,7,9-Tetrame... 13.343 13.3 ng 144327 3 14.453 217795 20.0
n-Hexadecanoic ... 18.084 3.8 ng 55147 4 17.197 292151 20.0
4H-Cyclopenta[d... 18.272 2.7 ng 39329 4 17.197 292151 20.0
Cyclohexadecane 21.087 2.6 ng 56890 5 21.439 437929 20.0
Benzo[e]pyrene 24.212 2.8 ng 52644 6 24.500 372211 20.0
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