LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BG@57012.D

Acqg On 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc :

ALS vial : 6 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-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57012.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.447 315 325 333 rBV 421695 681787 79.72% 11.183%
2 5.922 400 406 414 rBB 193471 311379 36.41% 5.108%
3 7.544 674 682 691 rBV 300925 513351 60.02% 8.420%
4 8.413 824 830 836 rBv 55082 91813 10.74% 1.506%
5 9.588 1022 1030 1040 rBB 209626 372880 43.60% 6.116%

6 11.250 1304 1313 1321 rBV 66319 120850 14.13%  1.982%
7 11.415 1336 1341 1347 rBV 10656 16319 1.91% 0.268%
8 13.647 1713 1721 1729 rBV 434919 653472 76.41% 10.719%
9 15.022 1949 1955 1962 rBV2 111480 176641 20.65%  2.897%

10 15.175 1975 1981 1992 rVB9 22917 76701  8.97%  1.258%
11 16.355 2177 2182 2186 rVB 18741 23992 2.81% ©.394%
12 16.502 2200 2207 2212 rVB 258924 393053 45.96% 6.447%
13 17.113 2306 2311 2315 rVB5 7114 12130 1.42% 0.199%
14 17.618 2392 2397 2402 rVB 21670 28860 3.37% 0.473%
15 17.718 2410 2414 2416 rBV3 14595 18687 2.18% ©.307%
16 17.759 2416 2421 2432 rVB 142777 234720 27.44%  3.850%
17 17.883 2435 2442 2447 rBV 15223 26412 3.09% 0.433%
18 18.082 2471 2476 2480 rBV 21739 26295 3.07% 0.431%
19 18.382 2521 2527 2531 rBV 59884 79339 9.28% 1.301%
20 18.435 2531 2536 2542 rVW4 16700 40504 4.74% 0.664%
21 18.499 2544 2547 2552 rVB 15422 20446 2.39% ©.335%
22 18.599 2555 2564 2571 rBV3 73342 132493 15.49%  2.173%
23 18.799 2594 2598 2602 rBV 23290 28802 3.37% ©0.472%
24 19.069 2640 2644 2649 rBV 61974 79063 9.24%  1.297%
25 19.163 2656 2660 2663 rBV5 7039 10028 1.17% ©0.164%
26 19.363 2690 2694 2699 rBV6 7740 16023 1.87% 0.263%
27 19.733 2755 2757 2762 rBV5 lo421 13873 1.62% ©0.228%
28 19.845 2773 2776 2781 rVB5 24645 29659 3.47%  ©0.486%
29 20.044 2806 2810 2811 rBv4 9016 13350 1.56% ©.219%
30 20.121 2818 2823 2828 rBVS8 11820 22230 2.60% ©.365%
31 20.197 2834 2836 2843 rBV6 13209 33361 3.90% ©.547%
32 20.326 2852 2858 2863 rBV 677673 855255 100.00% 14.029%
33 20.526 2888 2892 2897 rBV6 18894 40099 4.69% ©.658%
34 20.597 2902 2904 2909 rVB5 11248 13395 1.57% ©0.220%
35 20.732 2925 2927 2931 rBV5 9171 12265 1.43% 0.201%
36 20.973 2965 2968 2970 rBv4 15053 17737 2.07% 0.291%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BG@57012.D

Acqg On 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS vial : 6 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-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.096 2987 2989 2992 rBV3 9058 10368 1.21% ©.170%
38 21.278 3016 3020 3028 rBvVv8 20485 39088 4.57% 0.641%
39 21.366 3033 3035 3041 rVB6 12908 22215 2.60% 0.364%
40 21.454 3046 3050 3051 rBv4 12682 17476 2.04% 0.287%
41 21.642 3078 3082 3086 rBV2 34066 45786 5.35% ©.751%
42 22.077 3150 3156 3166 rBvV 134221 278223 32.53% 4.564%
43 22.611 3244 3247 3248 rBV3 11419 11295 1.32% 0.185%
44 22.888 3290 3294 3300 rBV7 10806 22878 2.67% ©.375%
45 23.029 3314 3318 3325 rVB4 23008 41648 4.87% ©0.683%
46 23.475 3388 3394 3396 rBV7 7901 14364 1.68% 0.236%
47 23.640 3421 3422 3432 rVB9 13124 20293 2.37% 0.333%
48 24.527 3571 3573 3581 rVB7 11812 16350 1.91% 0.268%
49 25.431 3719 3727 3732 rBV9 9472 28035 3.28% 0.460%
50 25.613 3748 3758 3769 rVB2 82175 263313 30.79% 4.319%
51 30.090 4512 4520 4522 rBvVv8 13398 27908 3.26% 0.458%
Sum of corrected areas: 6096504
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057012.D\data.ms
700000

600000

500000
5.447
400000

300000 7:544

200000 5.922 9.588

100000 6413 11.250

ﬂlAlS
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘r\‘\‘r‘[‘xwwx‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\1_{\‘\\\\|\\\\‘\\\\‘\\

Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG057012.D\data.ms
700000 20.326

600000
500000
13.647
400000

300000

16.502

200000

100000

L e s e e e .

Time--> 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 21.00 21.50 22.00 22.50

Abundance TIC: BG057012.D\data.ms
700000

600000
500000
400000
300000
200000

25.613
100000 029

23237640 24.527 25.4 30.090

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\‘\\\\‘\\\\‘\

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\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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.
5.447 148.52 ng 681787 1,4-Dichlorobenzene-d4 8.413
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9

Abundance Scan 325 (5.447 min): BG057012.D\data.ms (-315) (-) m/z 43.15 100.00%
43.1
59.1
5000
101'2 \\\\‘\\\\‘\\\\‘\\\\‘\\\
5.20 5.40 5.60 5.80
83.2
o‘m_‘HU‘_ul“f”wumqm‘_m_‘ m/z 59.15  62.35%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L L L L L B
59.0 5.20 5.40 5.60 5.80
m/z 101.15 24 .44%
15.0 101.0
‘ A | 83.0 ! ‘
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R R R R AR
5.20 5.40 5.60 5.80
5000 ITI/Z 58.15 16.46%
101.0
15.0
ol 00820 |
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RRE T
59.0 5.20 5.40 5.60 5.80
m/z 41.25 10.17%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
T T T e R e e T T e e R R RR AR RRN
m/z--> 20 40 60 80 100 120 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Mequinol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.415 2.70 ng 16319 Naphthalene-d8 11.250
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mequinol 124 C7H802 000150-76-5 91
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
3 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 72
4 5-Ethyl-2-furaldehyde 124 C7H802 023074-10-4 53
5 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 50
Abundance Scan 1341 (11.415 min): BG057012.D\data.ms (-1336) (- | m/z 109.15 100.00%
109.21242
81.2 )
5000
53.1 I
A
Obrrrrrreprereprererer el mz 124015 82.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11898: Mequinol
109.0124.0
81.0
5000 LI
53.0 11.50
m/z 81.15 78.08%
A Y 98.0
O \\‘H\\‘H}\“H\‘M‘H\\‘\1H‘H\M‘HHHH\‘\\‘H‘HH}HH‘\“H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11911: Phenol, 2-methoxy-
109.0 124.0
AL
11.50
5000 81.0 m/z 53.15 30.26%
53.0
PRl O L N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 m
Abundance #12054: Ethanone, 1-(1-cyclohexen-1-yl)- A ‘
43.0 81.0 11.50
m/z 65.15 14.88%
109.0
5000 124.0
27.0
065.0,,,95'0 T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BG@57012.D

Acq On 6 Apr 2023 14:47

Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 3 unknownl5.175 Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
15.175 8.68 ng 76701  Acenaphthene-d1e 15.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Desulphosinigrin 279 C1OH17N06S 005115-81-1 43
2 Octadecanoic acid 284 (C18H3602 000057-11-4 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 11-Bromoundecanoic acid 264 C11H21Br02 002834-05-1 35

5 d-Gulopyranose

180 C6H1206

000530-27-8 35

Abundance Scan 1981 (15.175 min): BG057012.D\data.ms (-1975) (- | m/z 73.15 100.00%
3.2
41.3
5000
129.2 13 3 e —
M 1L e e
. ‘HJ‘“”M‘ I 1 L s s 82.6e%
miz--> 50 100 150 200 250
Abundance #171496: Desulphosinigrin
60.0
5000 {Aieats ——
15.00 15.50
1030 1450 m/z 43.25 74.93%
o dy 780 2130 2620
m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
T —
15.00 15.50
5000 m/z 60.15 58.53%
129.0 284.(
1T |
01?-9\ M‘H‘w “H““‘ u‘h‘h ‘M\‘h‘\ ey L ity “ b
m/z--> 50 100 150 200 250
Abundance #46965: n-Decanoic acid T —
60.0 15.00 15.50
m/z 57.25 58.35%
5000 129.0
29.0
LLere | o
oLt m‘”ﬂU‘ 7 e —
m/z--> 50 100 150 200 250 15.00 15.50

8270-BGO33023.M Fri Apr 07 18:20:11 2023

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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.
16.355 2.72 ng 23992  Acenaphthene-die 15.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 93
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 46
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 43
4 1-Propanone, 3-chloro-1-phenyl- 168 C9H9Clo 000936-59-4 38
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 38
Abundance Scan 2182 (16.355 min): BG057012.D\data.ms (-2177) (-~ | m/z 105.15 100.00%
105.2
77.2
182.2
5000
51.1
T B E——ri
‘ 153.2 “ 16.00 16.50
0t Al e m/z 77.15 70.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56924: Benzophenone
77.0 105.0
51.0
5000 [ I . A»J“\A T
16.00 16.50
1820 n/z 182.15  59.19%
O TTTT ‘2\7“\.\0\“‘ T } T ‘H\ T \h\“ TTTT ‘ \‘\ T \1‘2\6\.9\ ‘}\5}2\‘0‘\ TTT ‘H\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30106: Benzenecarbothioic acid, S-methyl ester
105.0
— ——
77.0 16.00 16.50
5000 ITI/Z 51.15 31.25%
51.0
X 152.0
O b L1280 L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32009: Acetophenone, 2-chloro- “ ‘ $ ‘
105.0 16.00 16.50
m/z 50.25 13.70%
77.0
5000
51.0
0 270 A \‘ NI | | 15\40
et — —
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Benzene, (1-methylundecyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.618 2.46 ng 28860  Phenanthrene-die 17.759
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 93
2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 72
3 Benzene, (1,3,3-trimethylnonyl)- 246 C18H30 054986-44-6 72
4 Benzene, (1-methylnonyl)- 218 Cl6H26 004537-13-7 64
5 1-Hexene, 6-phenyl-4-(1-phenylet... 280 C20H240 1010190-48-6 59
Abundance Scan 2397 (17.618 min): BG057012.D\data.ms (-2392) (- | m/z 105.15 100.00%
105.2
5000
I L WV o
43.3 79.2 207.1 246.3 17.50 18.00
O Frrrprrrebrst et et e e e e m/z 91.15 13.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131093: Benzene, (1-methylundecyl)-
105.0
5000 \/\M Vil
17.50 18.00
m/z 106.15 12.90%
40 250 246.0
0 || . 790/ | 1310 161.0187.0 218.0 ">
\\\’\\H‘H\\‘\\H‘\\H‘H\\‘\H\‘\\H‘H\\‘H\\‘\\H‘H\\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114094: Benzene, (1-methyldecyl)-
105.0
I
17.50 18.00
5000 m/z 246.35 7.82%
232.0
o 7o) 147.0 175.0 203.0
A A A e e AAiaasRanasasney
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131106: Benzene, (1,3,3-trimethylnonyl)- T ——
105.0 17.50 18.00
m/z 104.25 7.31%
5000
57.0
oh 220 L asotetonene 00| [[I[] ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Benzene, (1-propyldecyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.883 2.25 ng 26412  Phenanthrene-die 17.759
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-propyldecyl)- 260 C19H32 004534-51-4 91
2 Benzene, (1-propylnonyl)- 246 C18H30 002719-64-4 72
3 Benzene, (1-propyloctyl)- 232 C17H28 004536-86-1 59
4 Benzene, (1l-ethyldecyl)- 246 C18H30 002400-00-2 50
5 Benzene, (1l-ethylundecyl)- 260 C19H32 004534-52-5 43
Abundance Scan 2442 (17.883 min): BG057012.D\data.ms (-2435) (- | m/z 91.15 100.00%
91.2
5000
133.2
0"HHﬁhthquﬂu@meHuph‘_‘uw‘uw‘uuuu‘uuﬂu m/z 133.15 24.51%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #148568: Benzene, (1-propyldecyl)-
91.0
5000 T T \Am\ T ‘m\ A\ T I\
17.50 18.00
133.0 m/z 105.15 10.77%
0 \\\41‘-‘.0 1| . ‘ Ll 1 \1610 21\70 260(:
\‘\\H‘\\\\‘\\\\‘H\\‘\H\‘\\\\‘\\\\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #131086: Benzene, (1-propylnonyl)-
91.0 /\
—— =
17.50 18.00
5000 m/z 41.20 8.60%
133.0
41.0
Ot b 610 2030 2460
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #114092: Benzene, (1-propyloctyl)- “ —
91.0 17.50 18.00
m/z 92.05 8.39%
5000
133.0
B0 L mee mo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, (1-ethylnonyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.082 2.24 ng 26295 Phenanthrene-d10 17.759
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 59
2 1-Bromo-1-phenylpropane 198 C9H11Br 002114-36-5 53
3 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 53
4 Benzene, (1-nitropropyl)- 165 C9H11NO2 005279-14-1 50
5 Hexane, 3,4-diphenyl- 238 C18H22 005789-31-1 50
Abundance Scan 2476 (18.082 min): BG057012.D\data.ms (-2471) (- | m/z 91.20 100.00%
91.2
5000 119.2
231.3
41.3
T I S = i 5 1
0 rprerered ool e m/z 119015 41.41%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #114089: Benzene, (1-ethylnonyl)-
91.0
5000 119.0
18.00
m/z 231.25 19.15%
\41‘\.0\ | | 16\1'0 20?.0232'0
O\‘\‘\\\"H\‘\‘\‘\‘\\“\\\\‘}H‘\H‘\\\\‘\‘\H‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #74459: 1-Bromo-1-phenylpropane
91.0
T
18.00
5000 119.0 m/z 41.25 13.10%
41.0
Obrrebrledet bt o 1620 2000
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #131076: Benzene, (1-ethyldecyl)- —
91.0 18.00
m/z 105.15 12.56%
119.0
5000
41.0
ol M701759 21702460
e e e e e e e e ‘ s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00

8270-BGO33023.M Fri Apr 07 18:20:20 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Benzene, (1-methyldodecyl)- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18382  6.76ng 79339  Phenanthrene-dio 17.759
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-methyldodecyl)- 260 CloH32 004534-53-6 91

2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 64
3 Pentadecane, 2-phenyl- 288 C21H36 004534-66-1 59
4 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 59
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 59
Abundance Scan 2527 (18.382 min): BG057012.D\data.ms (-2521) (- | m/z 105.15 100.00%
105.2
5000
1800 1850
41.1 260.4 : :
ol i3l wers o PET20ac L Tiag 15 13,22
miz--> 50 100 150 250
Abundance #148575: Benzene, (1-methyldodecyl)-
105.0
5000 — )
18.00 18.50
m/z 91.15 13.15%
o 69.0 | | 1470 1900 260.0
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 250
Abundance #114093: Benzene, (1-methyldecyl)-
105.0
e e
18.00 18.50
5000 m/z 104.35 6.38%
oL 070 | 1470 232.0
e e e T S
miz--> 50 100 150 250 N ﬂ /‘/\ A /\ )\
Abundance #184384: Pentadecane, 2-phenyl- o L ‘ ‘AM L
105.0 18.00 18.50
m/z 79.25 6.30%
5000
0 69.0 | 14701820 2320 2880
L e e i e e
miz--> 50 100 150 250 18.00 18.50

8270-BGO33023.M Fri Apr 07 18:20:22 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Benzene, (1-hexyloctyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.435 3.45 ng 40504  Phenanthrene-d10 17.759
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-hexyloctyl)- 274 C20H34 004534-54-7 60
2 1H-Tetrazol-5-amine, 1-(phenylme... 175 C8H9N5 031694-90-3 27
3 5(2H)-Oxazolone, 4-(phenylmethyl)- 175 C10HONO2 049656-77-1 25
4 Diglycolic acid, 2-acetylphenyl ... 280 C14H1606 1000382-71-6 22
5 Benzene, (1-hexylheptyl)- 260 C19H32 002400-01-3 17
Abundance Scan 2536 (18.435 min): BG057012.D\data.ms (-2531) (- | m/z 91.15 100.00%
91.2
50001 413
119.2 189.3 R
| ‘ | H H 161 2‘ ‘ 274.3 18.50
o_m‘,!‘J‘J‘,‘WHW"WmM“w‘u}wm_MWWW‘W m/z 41.25 40.73%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #166412: Benzene, (1-hexyloctyl)-
91.0
5000 1
18.50
175.0 m/z 45.25 35.04%
43.0 274.C
O‘\‘\‘H’HH\‘\’HHH‘Hl\“H]\-\].‘\‘f\.(\)\‘]\_ﬂ?\.\o‘\HL‘\\‘\29\3\.(\)\‘\H\‘H\\‘\H‘\‘\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #50412: 1H-Tetrazol-5-amine, 1-(phenylmethyl)-
91.0
I L i g
18.50
5000 m/z 73.25 20.38%
39.0 119.0 175.0
S R .7 T
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #49961: 5(2H)-Oxazolone, 4-(phenylmethyl)- =
91.0 18.50
m/z 119.15 17.89%
5000 175.0
30.0
m/z--> 20 40 60 80 100120140160 180200220240 260 18.50

8270-BGO33023.M Fri Apr 07 18:20:23 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.599 11.29 ng 132493 Phenanthrene-d10 17.759
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 47
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 46

Abundance Scan 2564 (18.599 min): BG057012.D\data.ms (-2555) (- | m/z 73.15 100.00%

73.2
43.3
5000

18.50 19.00
e m/z 43.25 81.25%

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 RN N
18.50 19.00

m/z 60.15 73.76%

’ 157.0 185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
43.0

o

18.50 19.00
5000 m/z 41.25 70.39%
129.0
1850 228.0
Al l S s [ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid — —

73.0 18.50 19.00

43.0 m/z 55.15 65.51%

5000
‘ 129.0 1710 214.0
e T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50 19.00

o

8270-BGO33023.M Fri Apr 07 18:20:24 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Benzene, (1-ethyldecyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.799 2.45 ng 28802  Phenanthrene-die 17.759
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 50
2 Aziridine, 1-phenyl- 119 C8HON 000696-18-4 50
3 Benzene, (1-nitropropyl)- 165 C9H11NO2 005279-14-1 50
4 Diglycolic acid, di(2-acetylphen... 370 C20H1807 1000382-73-0 47
5 2-Phenylbutyryl chloride 182 C1eH11iclo 036854-57-6 40

Abundance Scan 2598 (18.799 min): BG057012.D\data.ms (-2594) (- | m/z 91.15 100.00%

91.2
5000
7 Y

41.2
1332 g0, 24‘5.32744 18.50 19.00

ereeeedbed i b bl L L T myz 119015 45.46%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131077: Benzene, (1-ethyldecyl)-
91.0
W /\f\'\/\/lf/\/’\/\/\/\

5000 TRA A S

41.0 L :
217.0
H‘HH“‘\H‘\“\‘H\‘Hl\‘\‘\\\“"\\3?’(\)‘\H‘J\-Z\S‘QH‘HH“\\\z\ﬁe\\\o‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10383: Aziridine, 1-phenyl-
91.0

7 —
18.50 1900

o

o

5000 ITI/Z 245.25 0.79%
51.0
AT
Ottty e e prerr e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #40870: Benzene, (1-nitropropyl)-
91.0 1850 1900
m/z 104.25 10.26%
5000
41.0
1 .0
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

8270-BGO33023.M Fri Apr 07 18:20:25 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Benzene, (1-methyltridecyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.069 6.74 ng 79063 Phenanthrene-d10 17.759
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-methyltridecyl)- 274 C20H34 004534-59-2 87
2 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 78
3 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 72
4 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 64
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 64
Abundance Scan 2644 (19.069 min): BG057012.D\data.ms (-2640) (- | m/z 105.15 100.00%
105.2
5000
19.00 |
41.3 274.4 :
Obdind02 | | 17832072 213 °TRY g e 1y 1oy
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #166414: Benzene, (1-methyltridecyl)-
105.0
5000 e :
19.00
m/z 106.15 13.79%
o 410 760| | 1470 1800 2310 21O
\‘\\\\‘\H!‘HH‘HH‘!H\‘HH‘H\\’HH‘HH‘\H\‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96885: Benzene, (1-methylnonyl)-
105.0
L by
19.00
5000 m/z 104.25 7.04%
218.0
0 A0 90| | 14701760
P e e e T e e T e e e
m/z--> 20 40 60 80 100120140160180200220240260280 A A
Abundance #114093: Benzene, (1-methyldecyl)- AN . Ii ty L
105.0 19.00
m/z 41.25 6.52%
5000
0 40 710 | | 1470 20302320
P T e e e T e T e e
m/z--> 20 40 60 80 100120140160180200220240260280 19.00

8270-BGO33023.M Fri Apr 07 18:20:26 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 13 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.845 2.53 ng 29659  Phenanthrene-die 17.759
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 50
2 Pentadecanoic acid 242 C15H3002 001002-84-2 35
3 n-Decanoic acid 172 C10H2002 000334-48-5 18
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 18
5 Tetradecanoic acid 228 C14H2802 000544-63-8 14

Abundance Scan 2776 (19.845 min): BG057012.D\data.ms (-2773) (- | m/z 55.20 100.00%

55,2 161.2
5000 284.4
111.3 241.3
01.3 - LT
Jl ﬁ L L e
0! ““u h ‘ R ‘ = ‘ m/z 57.25 95.73%
m/z--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
5000| 280 284.0 — —
185.0 241.0 19.50 20.00
m/z 161.20 94.00%
ob— \“‘ \}‘“ ‘\\‘H H! y WM\ ‘mM H‘\‘ ‘ L “\ A “ - L‘ ‘\ ‘\‘ . “‘ “‘
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid

73.0

— —

19.50 20.00
5000 129.0 m/z 60.15  92.48%

29.
um 199.0 242.0
‘ 163.0
ob AL sso | [
50

miz--> 100 150 200 250 300
Abundance #46962: n-Decanoic acid W‘WW T WW
60.0 19.50 20.00

m/z 73.15 85.97%
5000 129.0
27,0
| s 172.0
o L
50

‘ “ T
100 150 200 250 300 19.50 20.00

—

=

s

m/z-->

8270-BGO33023.M Fri Apr 07 18:20:26 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 14 unknown20.197 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.197 2.40 ng 33361 Chrysene-di12 22.077
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Silane, dimethyl(2-decyloxy)butoxy- 288 C16H3602Si 1000347-61-7 38
2 Silane, dimethyl(2-octyloxy)butoxy- 260 C14H3202Si 1000346-84-1 35
3 Benzenepropanal, 4-(1,1-dimethyl... 190 C13H180 018127-01-0 27
4 p-Pentylacetophenone 190 C13H180 037593-02-5 25
5 Benzene, 1,4-bis(1,1-dimethyleth... 190 C14H22 001012-72-2 25

Abundance Scan 2836 (20.197 min): BGO57012 D\data.ms (-2834) (-~ m/z 175.25 100.00%

75.3
105.2
5000 41.3

20.00 20.50
0“ QH\“WM %#HhM\\h\LMJH‘\\‘\\J m/z 105.20 56.20%
m/z--> 50 200 250 300
Abundance #183913: Sllane d|methyl(2 decyloxy)butoxy-
175.
5000 U
750 131.0 20.00 20.50

m/z 161.20  50.52%

273.0
41 0\ ‘ \ L L ?150 ‘ L
T \ \ ‘ \ T T \ T T \ T T T T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 100 150 200 250 300
Abundance #148094. Silane, dimethyl(2-octyloxy)butoxy-
175.0

7
20.00 20.50

o

5000 m/z 41.25 37.53%
131.0
75.0
245.0
41 0 M \‘ L ‘ ‘\
O i b L

miz--> 50 100 150 200 250 300

Abundance #64813: Benzenepropanal, 4-(1,1-dimethylethyl)- —— —
175.0 20.00 20.50

m/z 57.25 27.52%

5000
131.0
57.0 91.0

o — ——
m/z--> 50 100 150 200 250 300 20.00 20.50

8270-BGO33023.M Fri Apr 07 18:20:28 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 15 unknown20.526 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.526 2.88 ng 40099  Chrysene-d12 22.077
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 38
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 38
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 35
4 Undecane 156 C11H24 001120-21-4 25
5 1-Nonene, 4,6,8-trimethyl- 168 C12H24 054410-98-9 22
Abundance Scan 2892 (20.526 min): BG057012.D\data.ms (-2888) (- | m/z 57.20 100.00%
57.2
5000 1552 2033 W
9.3 T T
M ‘ ‘ 20.50
oLl J“h“” I m/z 43.25 93.33%
m/z--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane
57.0
5000 —— :
20.50
09.0 m/z 71.25 84.17%
141.0
OL\4.'\Q‘\ \L““\ “‘ \‘H‘\ ““ \“‘ T “\ }‘ “‘\%8\‘;3\.(‘)’ \2‘2\‘5\.‘0\ ‘ T \29\?.(\)\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #193301: Dodecane, 1-iodo-
57.0
— T \
20.50
5000 m/z 155.15 52.32%
‘ Fg.o 169.0 296.0
ol b T aue T
m/z--> 50 100 150 200 250 300 350
Abundance #228590: Tetradecane, 1-iodo- T ‘
57.0 20.50
m/z 41.15 50.65%
OIS'J “ dl b 09.0 L :!-5\50 197.0
et ——
m/z--> 50 100 150 200 250 300 350 20.50

8270-BGO33023.M Fri Apr 07 18:20:29 2023 Page: 18



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
BGO57012.D
6 Apr 2023 14:47

: CG/JU

: 02208-01

: 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 2-Methylhexacosane Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
21.278 2.81 ng 39088 Chrysene-di12 22.077
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methylhexacosane 380 C27H56 001561-02-0 64
2 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 58
3 Hentriacontane 437 C31He64 000630-04-6 58
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 58
5 Eicosane 282 (C20H42 000112-95-8 58

Abundance Scan 3020 (21.278 min): BG057012.D\data.ms (-3016) (-~ | m/z 57.25 100.00%
57.3
5000 M
155.3 — e
‘ ‘ ?ﬂ’ 21.00 21.50
0\\‘\“ H‘ ﬁ\%\\\\\“h\‘\“m\\‘UH ‘H\ ‘H“ \ \‘HH‘HH m/z 71.25 75.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287978: 2-Methylhexacosane
57.0
5000 — ——
21.00 21.50
‘ “ 130 m/z 43.25 71.35%
O \“\ ‘\“ h \“ \“‘ ““ \“\ \‘ :‘L\G?\J()\ “ZI‘Z\E\)WC)‘ \2\8\1-\0‘ \3\3\Z ‘()\ T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #160987: Carbonic acid, tridecyl vinyl ester
57.0
—— —
21.00 21.50
5000 ITI/Z 85.15 52.13%
‘ ‘ ‘ ]111 0 18202270
oL, “‘“‘MH‘um,‘M,HH,HHWH_M
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane 7 —
57.0 21.00 21.50
m/z 41.20 31.36%
h WWW\W
0 uh\ \‘\ \ h h‘ L \g 10 i 2\2‘\5 0 309.0 365.0 437.1
TRt N At o A S —— ——
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 17 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.642 3.29 ng 45786  Chrysene-d12 22.077
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 81
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 76
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 74
4 1-Tricosene 322 C23H46 018835-32-0 74
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 74

Abundance Scan 3082 (21.642 min): BG057012.D\data.ms (-3078) (- | m/z 43.25 100.00%

43.3
5000

T L —
h ‘\ 12922 2884 3551 21.50 22.00
Hu HM

0 ““H‘ HMMMM\M\Muum@“ MJ\U\H‘W\\\‘\\ m/z 57.25 99.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester VWJ\WMMMVNA\WMMWWWN/\
43.0
7.0
5000 — —
21.50 22.00

m/z 55.25 67.84%

o M 53.0196.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #280777: Trichloroacetic acid, pentadecyl ester
3.0

7
21.50 22.00
5000 m/z 69.20 51.99%

7.0
o UL oo 200 W
m/z--> 50 100 150 200 250 300 350 400

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester —— —
7.0 21.50 22.00

m/z 83.25 50.98%

5000
s,
‘\

NENEEE 1 TR ‘21202550 4061

7 —
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G
Data File : BG@57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BN
Quant Title : ASP BNA STANDARDS FOR

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

sk 3k 5k 5k 3 3k 5k 3 3 5k 3k 3k 5K K 3 5K ok 3 5k >k 3 5k >k 3 >k >k %k 3k >k Kk K ok Kk kKK
Peak Number 18 Docosane

R.T EstConc Area
23.029 2.99 ng 41648
Hit# of 5 Tentative ID

1 Docosane

2 Tetracosane

3 Octadecane, 1-chloro-
4 2-Bromononane

Library Search Compound Report

\Data\BG040623\

A_G\Methods\8270-BG033023.M
5 POINT CALIBRATION

sk 3k 5k 5k 3k 3k 5k 3 3 5k 5k 3 5K ok 3 5K 5k 3 5k K 3 >k 5k %k 3k >k %k 3k Kk Kk Kk K
Concentration Rank 8

Relative to ISTD R.T.
Chrysene-d12 22.077

MW MolForm CAS# Qual
10 cazas 000629-97-0 50

338 C24H50
288 C18H37C1
206 C9H19Br

000646-31-1 50
003386-33-2 50
002216-35-5 43

5 Undecane, 2-methyl- 170 C12H26 007045-71-8 43
Abundance Scan 3318 (23.029 min): BG057012.D\data.ms (-3314) (-~ m/z 57.15 100.00%
57.
5000 «AMV‘N/\N\WM
287.3
1332 R I
206.3 245 ‘ 343.4 23.00
ok ‘M“N\ “‘ HH$HHMAL‘\ ‘H “‘AMH‘ m/z 71.25 81.24%
miz--> 50 150 200 250 300 350
Abundance #212282: Docosane
57.0
5000 — :
23.00
990 m/z 43.25 61.63%
Ly [ 14101830 5390 3100
O\\\““‘hh \”\”\“ “\‘\\‘\“\\‘\‘\“\\\\‘1\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
— T \
23.00
5000 m/z 85.20 48.71%
99.0
L] “ 14101830 2250 2670 3380
oLl A | b e e
m/z--> 50 100 150 200 250 300 350
Abundance #184137: Octadecane, 1-chloro- ——
57.0 23.00
m/z 41.20 30.60%
7.0
ol L b ) B0 a0 70 20 -
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 19 unknown25.431 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
25.431 2.13 ng 28035 Perylene-d12 25.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 46
2 Eicosane 282 C20H42 000112-95-8 46
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 35
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 27
5 Heptadecane 240 C17H36 000629-78-7 27

Abundance Scan 3727 (25.431 min): BG057012.D\data.ms (-3719) (- | m/z 57.25 100.00%

57.3
5000 093

267.1
165.3 2054 ‘ ‘ 341.1 2550
I I I R B e
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 T

m/z 71.15 71.09%

9.0
\‘ \L ‘ I i u‘ | %4\19]“83022502680
\\\\‘\\ \\\\\\\\‘1\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0

o

25.50
5000 m/z 85.15 66.50%
9.0
oL Ll Ly T 14101830 2950 2820
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane —
57.0 25.50
m/z 55.25 61.43%
5000
169.0
OL?Q‘H_‘M‘“m_‘m‘“‘2‘4?9”‘_‘”,‘ -
m/z--> 50 100 150 200 250 300 350 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57012.D

Acq On : 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 20 unknown30.090 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
30.090 2.12 ng 27908  Perylene-di2 25.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 9
2 Benzamide, 4-nitro-N-benzyl-N-de... 396 C24H32N203 1000446-50-8 9
3 Stigmasta-3,5-diene 396 C29H48 004970-37-0 7
4 Ethyl 3-[(5-amino-1-benzyl-1,2,4... 329 C17H23N502 1000435-35-2 4
5 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 4
Abundance Scan 4520 (30.090 min): BG057012.D\data.ms (-4512) (- | m/z 43.25 100.00%
43.3
91.2
145.2
5000 213.3 381.4
303.4
——
1l
oL LA, m/z 44.15 86.94%
m/z--> 5 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 — :
368.0 30.00
m/z 91.15 69.96%
414(
213.0
LA Hm Ly, 290 2750 hg | 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #299518: Benzamide, 4-nitro-N-benzyl-N-decyl- NW MV
91.0
150.0 ‘ M 1
30.00
5000 m/z 145.20 60.38%
255.0 305 0 396.0
41.0 ‘ ‘
AEC BRI N T
m/z--> 50 100 150 200 250 300 350 400
Abundance #299888: Stigmasta-3,5-diene
43.0 30.00
m/z 105.15 59.36%
396.0
5000
147.0
ol ‘ AL ‘H\ H“ L ‘Hh ;1000 25503020 3530, |
m/z--> 50 100 150 200 250 300 350 400 30.00

8270-BGO33023.M Fri Apr 07 18:20:33 2023 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BG@57012.D

Acqg On 6 Apr 2023 14:47
Operator : CG/JU

Sample : 02208-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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-... 5.447 148.5 ng 681787 1 8.413 91813 20.0
Mequinol 11.415 2.7 ng 16319 2 11.250 120850 20.0
unknownl15.175 15.175 8.7 ng 76701 3 15.022 176641 20.0
Benzophenone 16.355 2.7 ng 23992 3 15.022 176641 20.0
Benzene, (1-met... 17.618 2.5 ng 28860 4 17.759 234720 20.0
Benzene, (1-pro... 17.883 2.3 ng 26412 4 17.759 234720 20.0
Benzene, (1-eth... 18.082 2.2 ng 26295 4 17.759 234720 20.0
Benzene, (1-met... 18.382 6.8 ng 79339 4 17.759 234720 20.0
Benzene, (1-hex... 18.435 3.5 ng 40504 4 17.759 234720 20.0
n-Hexadecanoic ... 18.599 11.3 ng 132493 4 17.759 234720 20.0
Benzene, (1-eth... 18.799 2.5 ng 28802 4 17.759 234720 20.0
Benzene, (1-met... 19.069 6.7 ng 79063 4 17.759 234720 20.0
Octadecanoic acid 19.845 2.5 ng 29659 4 17.759 234720 20.0
unknown20.197 20.197 2.4 ng 33361 5 22.077 278223 20.0
unknown20.526 20.526 2.9 ng 40099 5 22.077 278223 20.0
2-Methylhexacosane 21.278 2.8 ng 39088 5 22.977 278223 20.0
Trichloroacetic... 21.642 3.3 ng 45786 5 22.077 278223 20.0
Docosane 23.029 3.0 ng 41648 5 22.077 278223 20.0
unknown25.431 25.431 2.1 ng 28035 6 25.613 263313 20.0
unknown30.090 30.090 2.1 ng 27908 6 25.613 263313 20.0
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