LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc :

ALS vial : 8 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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53548.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.652 379 385 396 rBV 215048 362164 18.00%  3.425%
2 6.151 464 470 481 rVB 57240 93752 4.66% 0.887%
3 7.256 650 658 676 rBV 214468 608117 30.22% 5.751%
4 8.084 792 799 806 rBV 98571 167695 8.33% 1.586%
5 8.331 834 841 851 rBV 365191 670348 33.32% 6.339%
6 8.542 871 877 882 rVB3 11718 20532 1.02% 0.194%
7 9.247 990 997 1005 rBV 146699 261115 12.98%  2.469%
8 10.892 1270 1277 1285 rBV 125729 238120 11.83%  2.252%
9 13.330 1685 1692 1700 rBV 599997 947962 47.11% 8.965%
10 13.594 1731 1737 1743 rVB 70830 110652 5.50% 1.046%
11 14.340 1858 1864 1872 rBV2 27596 43196 2.15% ©.408%
12 14.710 1920 1927 1936 rVB 226448 364226 18.10% 3.444%
13 15.386 2036 2042 2047 rBV2 19304 29805 1.48% 0.282%
14 15.756 2099 2105 2110 rBV 45778 66137 3.29% 0.625%
15 16.196 2173 2180 2195 rBV 443521 719250 35.75% 6.802%
16 17.042 2320 2324 2329 rVB2 15029 22367 1.11% 0.212%
17 17.454 2388 2394 2400 rBV 308488 473655 23.54% 4.479%
18 17.935 2471 2476 2480 rBV2 28534 38419 1.91% 0.363%
19 18.335 2540 2544 2549 rBV7 14215 25940 1.29% 0.245%
20 18.623 2589 2593 2597 rBV 69223 83391 4.14% 0.789%
21 18.869 2632 2635 2641 rBV7 16826 27661 1.37% 0.262%
22 19.081 2664 2671 2676 rBV3 28479 58216 2.89% 0.551%
23 19.251 2696 2700 2706 rBV 117792 149244 7.42% 1.411%
24 19.375 2718 2721 2725 rBv4 21985 26400 1.31% 0.250%
25 19.586 2753 2757 2759 rBV2 26366 33468 1.66% 0.316%
26 19.621 2760 2763 2769 rVB4 15619 27203 1.35% 0.257%
27 19.821 2793 2797 2801 rBV 115848 134058 6.66% 1.268%
28 19.874 2801 2806 2807 rVV 41009 54448 2.71% 0.515%
29 19.903 2807 2811 2817 rVB 128655 182265 9.06% 1.724%

30 20.056 2832 2837 2845 rVB 1467605 2012097 100.00% 19.028%

31 20.356 2884 2888 2892 rVB2 126502 146837 7.30% 1.389%
32 20.532 2915 2918 2924 rVB6 32730 50865 2.53% 0.481%
33 20.849 2966 2972 2976 rVB2 123383 167988 8.35% 1.589%
34 21.072 3008 3010 3016 rVB4 32425 41691 2.07% ©.394%
35 21.360 3054 3059 3067 rVB 163247 244710 12.16%  2.314%

36 21.607 3097 3101 3108 rVB3 83060 145098  7.21% 1.372%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.736 3117 3123 3129 rVB 279641 450142 22.37% 4.257%
38 21.912 3148 3153 3159 rVB 99463 140540 6.98% 1.329%
39 22.523 3252 3257 3263 rBV 81099 141584 7.04%  1.339%
40 22.576 3263 3266 3274 rVBS8 14392 28276 1.41% 0.267%
41 22.905 3320 3322 3328 rVB3 28508 43955 2.18% 0.416%
42 23.228 3370 3377 3385 rBV2 52825 110574 5.50% 1.046%
43 23.422 3406 3410 3416 rBVS8 18427 35616 1.77% 0.337%
44 24.045 3510 3516 3523 rVB 56787 114776 5.70% 1.085%
45 25.008 3672 3680 3691 rVB2 193105 557805 27.72% 5.275%

46 26.154 3866 3875 3887 rBVv6 31619 102227 5.08% ©.967%

Sum of corrected areas: 10574581
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053548.D\data.ms

1400000
1200000
1000000
800000
600000

400000 8.331

5.652 7.256

200000 9.247 10.892

8.084
6.151 /\ A 8.542

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG053548.D\data.ms

20.056
1400000

1200000
1000000

800000

6000003330

16.196

400000 17.454 21.736
14.710

200000 18 19.251
1329 14340 15.3885 756 17.042 || 17.9338.335]

ot A e 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: BG053548.D\data.ms

1400000
1200000
1000000
800000
600000

400000
25.008

23.2285, 24.045 j\ 26.154

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

200000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Ethanol, 2-butoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.151 11.18 ng 93752  1,4-Dichlorobenzene-d4 8.084

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 39
4 n-Butyl ether 130 C8H180 000142-96-1 35
5 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 17

Abundance Scan 470 (6.151 min): BG053548.D\data.ms (-464) (-) m/z 57.15 100.00%

57.1
5000
41. K
872 L B L B IR R B
‘ 71.q ‘ 100.1 5.80 6.00 6.20 6.40
Ol el e A e M/ 45015 44.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10027: Ethanol, 2-butoxy-
57.0
5000 b LR e e R e
41. 5.80 6.00 6.20 6.40
270 87.0 m/z 41.15 36.10%
O\\‘\\‘\\‘\\\‘}“\\\\“{u\\‘\\‘\‘1‘\\\7\%\.\\\‘\\\‘\’\\]-\c\)io\.\o\\‘\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
R L e T
5.80 6.00 6.20 6.40
5000 m/z 87.15 18.14%
41.
75.0
27.0
Olrrprarerestrb el il 3000 1180
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15549: Formic acid, 3,3-dimethylbut-2-yl ester A e EBAaEaEE
57.0 5.80 6.00 6.20 6.40
m/z 56.15 12.13%
5000
41.0 87.0
oo 20l A0 1350 S LY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 2-Pyrrolidinone, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.331 79.95 ng 670348 1,4-Dichlorobenzene-d4 8.084

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone, 1-methyl- 99 C5HONO 000872-50-4 95
2 5-Amino-3-methyl-1,2,4-oxadiazole 99 C3H5N30 003663-39-6 43
3 3-Amino-5-pyrazolol 99 C3H5N30 006126-22-3 38
4 4-Piperidone 99 C5HONO 041661-47-6 32
5 4H-1,2,4-Triazol-3-amine, 4-methyl- 98 C3H6N4 016681-76-8 27
Abundance Scan 841 (8.331 min): BG053548.D\data.ms (-834) (-) m/z 99.15 100.00%
99.2
44.1
5000
R AR maEa
| ‘ 561 702 8.00 8.20 8.40 8.60
Ob el gl 822 Wz asa1s 75.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3927 2-Pyrrolidinone, 1-methyl-
44.0 99.0
5000 UL L N R R R |
8.00 8.20 8.40 8.60
28.0 m/z 42.15 75.16%
‘ ‘ ‘ 560 700
O\\\’\\\‘\‘\\}‘\‘}\\\}" ‘\\‘\}‘1}‘\\\}"“\\\\8‘2\.9\‘\\\\}\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3860: 5-Amino-3-methyl-1,2,4-oxadiazole
99.0
R RAREEa L Eana
8.00 8.20 8.40 8.60
5000 42.0 m/z 98.15  66.93%
28.0 69.0
15.0 57.0
84.0
S BN T S W Y- OO O
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3854 3-Amino-5-pyrazolol AR A maRaY
42.0 990 8.00 8.20 8.40 8.60
m/z 41.15 40.90%
5000
ol 20 230 [, 550 680 g0 |
R A e e Eaannn R RAREEAL s s
m/z--> 10 20 30 40 50 60 70 80 90 100 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@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.594 6.08 ng 110652  Acenaphthene-di10 14.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Acetaminophen 151 C8H9NO2 000103-90-2 52
3 Metacetamol 151 C8HINO2 000621-42-1 50
4 Acetamide, N-(2-hydroxyphenyl)- 151 C8H9NO2 000614-80-2 50
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 41
Abundance Scan 1737 (13.594 min): BG053548.D\data.ms (-1731) (- m/z 43.15 100.00%
43.1
109.2
5000 1513
85.2 R
‘ ‘ ‘ 13.50
b m‘“u‘ A, w‘“u Al m/z 109.15  71.11%
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 AL ‘
13.50
69.0 m/z 151.25 37.98%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen
109.0
T \
13.50
5000 151.0 ITI/Z 41.10 24 .45%
43.0 80.0
EL-E. N R A E S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0 13.50
m/z 85.15 17.02%
5000 151.0
43.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 1-Decene

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.340 2.37 ng 43196  Acenaphthene-d10 14.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C1leH20 000872-05-9 96
2 Cyclodecane 140 C1eH20 000293-96-9 95
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 1-Tridecene 182 C13H26 002437-56-1 91
5 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 91

Abundance Scan 1864 (14.340 min): BG053548.D\data.ms (-1858) (-

m/z 55.15 100.00%

55.1
5000
“ 403 546. 14.00 14.50
o e e m/z 41.10  64.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20642: 1-Decene
55.0
5000
14.00 14.50
m/z 56.15 61.57%
IS
O‘\\\"\l\\d\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20643: Cyclodecane
55.0
fuintl nf YA m N
14.00 14.50
5000 m/z 69.15 59.94%
‘ 140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61033: 1-Dodecano
55.0 14.00 14.50
m/z 43.15 59.83%
5000
‘ H14o.o
0_‘\‘ i sl":”‘m‘w‘HH‘w‘mwH_m‘mm —

m/z--> 0 50 100 150 200 250 300 350 400 450 500

8270-BGO50522.M Mon May 16 18:03:30 2022

— \
14.00 14.50

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 1,2-Propanediol, 3-(p-tolyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

15.756 3.63 ng 66137  Acenaphthene-di0 14.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Propanediol, 3-(p-tolyloxy)- 182 C10H1403 017131-24-7 53
2 1,2-Benzenediamine 108 C6H8N2 000095-54-5 52
3 1,4-Benzenediamine 108 C6H8N2 000106-50-3 52
4 4-Methylphenol, 3-methylbutyl ether 178 C12H180 1000395-16-0 50
5 Oxalic acid, 2-methylphenyl prop... 222 C12H1404 1000309-59-2 50

Abundance Scan 2105 (15.756 min): BG053548.D\data.ms (-2099) (-  m/z 108.15 100.00%

108.2
5000
43.1
75.2 224.2 T
H ‘ 133.2 15 50 16.00
O brereretbllb, M‘wmw“J,‘mnwH_Wwwwm m/z 43.15  33.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56434: 1,2-Propanediol, 3-(p-tolyloxy)-
108.0
5000
1550 1600
m/z 91.15 25.62%
30.0 77.0 182.0
Ll L | 1330
O\\\‘\}\\“1‘\“‘\‘\“‘\\\\"\\‘\\’\\\’h\\\‘\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5984: 1,2-Benzenediamine
108.0
15.50 16.00
80.0 .
5000 m/z 107.15  25.12%
53.0
20 |
) P R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5975: 1,4-Benzenediamine A, b N
108.0 1550 1600
m/z 75.15 21.21%
5000 80.0
53.0
O‘H“ﬁ‘wuwwuuuj‘u"“W“H‘H“_“W“H‘H“_“ —— —— I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.623 3.52 ng 83391  Phenanthrene-d1e 17.454
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 2593 (18.623 min): BG053548.D\data.ms (-2589) (-  m/z 57.15 100.00%

57.1
5000
—— —
‘ 9.2 18.50 19.00
ol Ad bl 2a2 19122892 m/z 43.15  74.08%
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 T

T T ‘ T
18.50 19.00
m/z 71.10 60.84%
9.0
| L ‘ | 4| 141.0183.0225.0267.0  338.0

L e st e e e A e
I T I T I |

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane

o
3 _F
l _
o _

T T
18.50 19.00
5000 m/z 85.15 49.50%

9.0
oLl )t ] 141018302250 2810 337.0 394
A b 708302250 2810 337.0 394

=

m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- T —
57.0 18.50 19.00
m/z 41.10 30.23%
5000
9.0 155.0 225.0
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosyl trifluoroacetate

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
19.081 2.46 ng 58216 Phenanthrene-d10 17.454
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 72
2 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 72
3 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 72
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 64
5 Hentriacontane 437 C31H64 000630-04-6 58

Abundance Scan 2671 (19.081 min): BG053548.D\data.ms (-2664) (-
57.1

5000

155.3 267. l
0 HH‘ IIMHM L

m/z--> 0 50 100150200250300350400450500550600650

Abundance #339001: Octacosyl trifluoroacetate
57.0
5000
LU %h, 222.0 364.0437.0
O TTT ‘ fr\TH'\[\Wr\‘T\\'\‘\\1\"\f\\‘\\\T‘H\W‘H\1‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100150200250300350400450500550600650

Abundance #349148: Octatriacontyl pentafluoropropionate
57.0
5000
9.0
0 LS 281035504200 5320 6784
e S oo e T

m/z--> 0 50 100150200250300350400450500550600650

m/z 57.15 100.00%

—

19.00
m/z 71.20 61.75%

—

19.00
m/z 43.15 59.38%

;

19.00
m/z 85.15 36.05%

?

Abundance #197438: 1-Dodecanol, 2-octyl-
57.0 19.00
m/z 56.15 24.23%
- J&MMWWW&WﬁW¢j\Mﬂ%ﬂNW
e a0
O e e e e e e —

m/z--> 0 50 100150200250300350400450500550600650

8270-BGO50522.M Mon May 16 18:03:33 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.251 6.30 ng 149244  Phenanthrene-di10 17.454
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2700 (19.251 min): BG053548.D\data.ms (-2696) (-
57.1

m/z 57.15 100.00%

200 J\’/LWW
092 000 1950
41.2 1832 : :
ob— J‘ u L 282 1832 2253 2674 ./ 43.15  70.52%
m/z--> 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 — ——
19.00 19.50
m/z 71.15 59.18%
99.
O \2\6‘\0‘\‘ ‘ ‘ H‘ H‘ H‘ \ \]\-4{1‘0\ :\L8\3\0“ \22\5\ 0\ ‘2\6§c\) T ’
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
—— —
19.00 19.50
5000 m/z 85.15 40.32%
99.0
0 26\10\‘\ ‘\ HH\ I h‘ u \%410‘ 1830 225.0 296.(
el - e
m/z--> 50 100 150 200 250
Abundance #141058: Octadecane T —
57.0 19.00 19.50
m/z 41.15 31.20%
5000
99.0 141.0
oLzl || Ly 140 s asa0 nHH
m/z--> 50 100 150 200 250 19.00 19.50

8270-BGO50522.M Mon May 16 18:03:34 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.821 5.96 ng 134058 Chrysene-di12 21.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2797 (19.821 min): BG053548.D\data.ms (-2793) (- m/z 57.15 100.00%
57.1

2

5000
— —
99.2 19.50 20.00
141.2 .
ob— b |y g%ma 18112118 2830 0 43,15 75.44%
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000

— —
19.50 20.00
m/z 71.15 61.74%

99.0
0 27\‘0“\ ‘\ H\ L H‘ | “14}0‘ \18\30‘ 225.0 26\80
T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #176385: Eicosane
57.0

— T
19.50 20.00

5000 m/z 85.15 44 .20%
27,0
LT |10 10 30 zso 2
el B
m/z--> 50 100 150 200 250
Abundance #74004: Tetradecane — —
57.0 19.50 20.00
m/z 41.15 29.04%
- UVVWMJVVWAJAWNWNva“A“M
27‘.0‘ H ‘ 99.0 141.0 198.0
ol W,“M‘W‘ﬂ‘”‘h e — —
m/z--> 50 100 150 200 250 19.50 20.00

8270-BGO50522.M Mon May 16 18:03:35 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26

Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
: 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 2H,8H-Benzo[1,2-b:3,4-b']Jdi... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
19.874 2.42 ng 54448  Chrysene-d12 21.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H,8H-Benzo[1,2-b:3,4-b"']dipyran... 228 C14H1203 000523-59-1 68
2 1-Bromo-4-(trimethylsilyl)benzene 228 C9H13BrSi 006999-03-7 64
3 2-(4-Fluorophenyl)indoline 213 C14H12FN 595548-71-3 64
4 Bisphenol B, 2-methylpropionate 312 C20H2403 1000462-14-8 59
5 2,4(1H,3H)-Pyrimidinedione, 1,3-... 228 C9H16N203Si 089447-84-7 59

Abundance Scan 2806 (19.874 min): BG053548.D\data.ms (-2801) (-  m/z 213.10 100.00%
218.1

5000
91.2 [ o a0
H55‘-1 C pezies1 | bgs. 1950 20.00
e e m/z 214.15 17.20%
miz--> 50 100 150 200 250
Abundance #109201: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-di
218.0
5000 — A WA
19.50 20.00
m/z 91.15 14.77%
63.0 128.0 ‘ |
Ot—r—— ‘h\‘\“\”\ “\\“‘\ L iy LI B
miz--> 50 100 150 200 250
Abundance #109809: 1-Bromo-4-(trimethylsilyl)benzene
213.0
= s
19.50 20.00
5000 m/z 119.15 12.80%
a0 N0
. 134.0
ol £ 0 L
miz--> 50 100 150 200 250
Abundance #91042: 2-(4-Fluorophenyl)indoline L 7
118.0 2138.0 19.50 20.00
m/z 228.15 11.75%
5000
65.0 165.0 A
olzmo B0 L L RO R ATHRY
miz--> 50 100 150 200 250 19.50 20.00

8270-BGO50522.M Mon May 16 18:03:36 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknown19.903 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.903 8.10 ng 182265  Chrysene-di2 21.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cresyl glycidyl ether 164 C10H1202 002186-24-5 46
2 4-Methylphenol, 2-methylpropyl e... 164 C11H160 1010395-16-3 43
3 Propionic acid 2-phenylhydrazide 164 C9H12N20 020730-02-3 43
4 Phenol, 2-methyl- 108 C7H80 000095-48-7 41
5 Carbamic acid, methyl-, 3-methyl... 165 C9H11NO2 001129-41-5 38

Abundance Scan 2811 (19.903 min): BG053548.D\data.ms (-2807) (- m/z 91.15 100.00%

91.2
121.2
5000 272.2
164.2 ‘

39.1 20.00
WENRWE Al L 20922393 | m/z 108.15  77.07%

1
miz--> 50 100 150 200 250
Abundance #39243: p-Cresyl glycidyl ether
108.0 164.0
29.0 o
el ‘ =l

o

5000 j '
20.00
m/z 121.15 55.76%
oL ‘\} \“\u \!\‘ ‘M‘ ““ ‘\‘\‘ | “‘ T
miz--> 50 100 150 200 250
Abundance #39646: 4-Methylphenol, 2-methylpropyl ether
108.0
B
20.00
5000 m/z 107.15  42.80%
4.0 77.0 164.0
okt by L
miz--> 50 100 150 200 250
Abundance #40319: Propionic acid 2-phenylhydrazide o W
108.0 20.00
m/z 272.20 40.51%
5000 29.0 77.0
164.0
0 ﬂ‘m ‘ — S— v
miz--> 50 100 150 200 250 20.00

8270-BGO50522.M Mon May 16 18:03:37 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.355 6.52 ng 146837  Chrysene-di12 21.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 Cl6H34 000544-76-3 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 2888 (20.356 min): BG053548.D\data.ms (-2884) (-
57.1

m/z 57.15 100.00%

5000 MMJKNJ«AthkmﬁW¢WANJ
20 205
ol w“ “H Ly 38z 20722533 3561 .7 43.15  75.54%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — ——
20.00 20.50
m/z 71.15 66.74%
0 “\ e ‘\ ; }410183022502670 323.0 380.(
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— ——
20.00 20.50
5000 m/z 85.15 47.24%
9.0 140.0
182.0
ok by L 72280
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane “ T
57.0 20.00 20.50
m/z 41.15 31.63%
- MM/WJW
41.0
ass L[] Mssozmso 20
m/z--> 50 100 150 200 250 300 350 20.00 20.50

8270-BGO50522.M Mon May 16 18:03:38 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26

Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
: 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 Sulfurous acid, isohexyl pe... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.532 2.26 ng 50865 Chrysene-d12 21.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, isohexyl pentyl ... 236 C11H2403S 1000309-14-0 50
2 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 50
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 50
4 Octadecane 254 C18H38 000593-45-3 43
5 5-Nonanol, trimethylacetate 228 C14H2802 1000463-48-2 43

Abundance Scan 2918 (20.532 min): BG053548.D\data.ms (-2915) (-

m/z 85.15 100.00%

85.2
43.1
5000
207.1 éo%d
141.1 : .
2494 355. )
0! m/z 57.15 75.13%
mlz--> 50 100 150 200 250 300 350
Abundance #117909: Sulfurous acid, isohexyl pentyl ester
=
430 890
5000 —— ‘
20.50
m/z 71.15 57.98%
AR L
O\‘\““\‘\‘\‘\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #117906: Sulfurous acid, hexyl pentyl ester
43.0 850
T T
20.50
5000 ITI/Z 43.15 56.14%
AR N L M
miz--> 50 100 150 200 250 300 350
Abundance #14578: Hexane, 2,3,5-trimethyl- ——
43.0 20.50
m/z 41.15 48.59%
5000
85.0
ol il | 1280
m/z--> 50 100 150 200 250 300 350 20.50

8270-BGO50522.M Mon May 16 18:03:39 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.849 7.46 ng 167988 Chrysene-di12 21.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 2972 (20.849 min): BG053548.D\data.ms (-2966) (-
57.1

5000

0 “\‘ ‘h Li L 141 21833 24032819  354.9
S S Wi s sl S SR Sad N

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

Abundance #287977: Heptacosane
57.0
5000
ol L1 F “ 1410183022502670 323.0 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘

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

Abundance #298427: Octacosane
57.0
5000
ol 11 H | 141018302250 281.0 337.0 394.
R s e

miz-> 50 100 150 200 250 300 350

m/z 57.15 100.00%

g

20.50 21.00
m/z 43.15 77.05%

?

— —
20.50 21.00
m/z 71.15 74.79%

:

20.50 21.00
m/z 85.15 44.30%

?

Abundance #107220: Hexadecane
57.0 20.50 21.00
m/z 41.15 27.02%
- W
OL d u“ I H‘ 1 ]W4;I' 0183. 0226 0
““ R I e L B e e R — —
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BGO50522.M Mon May 16 18:03:40 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 1-Heptadecene

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.360 10.87 ng 244710  Chrysene-di12 21.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 94
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 91

Abundance Scan 3059 (21.360 min): BG053548.D\data.ms (-3054) (-

m/z 57.15 100.00%

57.1
5000
‘ 21.00 2150
5.2 253.2 : :
om‘m!‘P‘Rrwwwwmﬁf“l‘nlmwwH_m_mw m/z 43.15 83.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #121337: 1-Heptadecene
43.0
5000 — e
21.00 21.50
1.0 m/z 71.15 64.11%
oo, 2sm0
TTT ‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
— —
21.00 21.50
5000 ITI/Z 85.15 47.91%
ol J\ uhz?;o 196.0 2800
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane — —
57.0 21.00 21.50
m/z 41.15 44.44%
- \/\/\A\m/‘\
0 ‘ “ 2/0197.0267.0337.0  463.0 561.0
L B T R e e S e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50

8270-BGO50522.M Mon May 16 18:03:41 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26

Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Octacosane, 2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.912 6.24 ng 140540  Chrysene-di12 21.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
2 Nonadecane 268 C19H40 000629-92-5 86
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 3153 (21.912 min): BG053548.D\data.ms (-3148) (-  m/z 57.15 100.00%

57.1
5000
9.1 oo
22.00
1412 197.2
ol LI ‘”‘ Lt 022803 2998 8561 u/; 43.15  69.20%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 N
22.00
m/z 71.15 66.00%
ol ) H | 141-0183.0225.0267.0300.0 365.0
\\\‘\\\\‘Y\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

%

Abundance #158598: Nonadecane
57.0
\
22.00
5000 ITI/Z 85.15 47.20%
9.0
ol Lijd [l Ja0mes0  zes0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.523 6.29 ng 141584  Chrysene-di12 21.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 92
3 Heneicosane 296 C21H44 000629-94-7 83
4 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 83
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 83

Abundance Scan 3257 (22.523 min): BG053548.D\data.ms (-3252) (-  m/z 57.15 100.00%
57.1

5000 J\wj\,Jm
‘ 9.2 T T
22.50
169.2 211.1  269.1
- Hh‘ \‘”w“‘“ Lt et e e 22l m/z 43,15 74.63%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 —— |
22.50
9.0 m/z 71.15 68.94%
L 1101830050 2820
O\\‘\‘\“\“\ \H\‘\\“\}“‘\”\ \‘\“ \‘\\\’\\\‘\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
U \
22.50
5000 ITI/Z 85.15 53.48%
.0
0 Iy ‘“\ L H‘ I ]\'4\10 183.0 268.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 22.50
m/z 55.15 28.90%
5000
9.0
ol LIl 10020 2900 o
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetratetracontane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.228 4.91 ng 110574  Chrysene-di12 21.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Docosane 310 C22H46 000629-97-0 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Tetradecane 198 C14H30 000629-59-4 83
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 3377 (23.228 min): BG053548.D\data.ms (-3370) (-
57.1

5000

| 1£]:2 2072 3021

NI T

O prreA b b P e e e
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
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‘\\\\‘\\f\‘\\\\‘\\\V]T\\T[\\T\‘Tr\}}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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\‘ (F2101970 3100
0"m‘_‘H‘H‘w‘m‘w"w‘H‘_‘H‘H‘W‘H‘_“W‘H‘_‘H‘H‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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-

23.00 23.50
m/z 43.15 68.59%
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— —
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%

Abundance #298427: Octacosane
57.0 23.00 23.50
m/z 55.15 31.97%
. WMNM
ol Ul ﬂ??;wo 281.0  394.0
_‘HM‘HM‘H‘HH T [T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hentriacontane

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
24.045 4.12 ng 114770  Perylene-di12 25.008
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Tetracosane 338 (C24H50 000646-31-1 86
5 Tetratetracontane 619 C44H99 007098-22-8 86

Abundance Scan 3516 (24.045 min): BG053548.D\data.ms (-3510) (-

57.1
5000
o LT sssr001 224 ass
ey "““H““““H““““H‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
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%

24.00
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24.00
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%

Abundance #298427: Octacosane
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Pentacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
26.154 3.67 ng 102227  Perylene-di2 25.008
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 83
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Hentriacontane 437 C31H64 000630-04-6 74
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 72

Abundance Scan 3875 (26.154 min): BG053548.D\data.ms (-3866) (-  m/z 57.15 100.00%
57.1

2000 WMMmMmMMM/\v”WmMAMMV
— —
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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R e R R
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53548.D

Acqg On : 13 May 2022 18:26
Operator : CG/JU

Sample : N2823-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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|
Ethanol, 2-butoxy- 6.151 11.2 ng 93752 1 8.084 167695 20.0
2-Pyrrolidinone... 8.331 80.0 ng 670348 1 8.084 167695 20.0
2,4,7,9-Tetrame... 13.594 6.1 ng 110652 3 14.710 364226 20.0
1-Decene 14.340 2.4 ng 43196 3 14.710 364226 20.0
1,2-Propanediol... 15.756 3.6 ng 66137 3 14.710 364226 20.0
Tetracosane 18.623 3.5 ng 83391 4 17.454 473655 20.0
Octacosyl trifl... 19.081 2.5 ng 58216 4 17.454 473655 20.0
Nonadecane 19.251 6.3 ng 149244 4 17.454 473655 20.0
Eicosane 19.821 6.0 ng 134058 5 21.736 450142 20.0
2H,8H-Benzo[1,2... 19.874 2.4 ng 54448 5 21.736 450142 20.0
unknown19.903 19.903 8.1 ng 182265 5 21.736 450142 20.0
Heptacosane 20.355 6.5 ng 146837 5 21.736 450142 20.0
Sulfurous acid,... 20.532 2.3 ng 50865 5 21.736 450142 20.0
Octacosane 20.849 7.5 ng 167988 5 21.736 450142 20.0
1-Heptadecene 21.360 10.9 ng 244710 5 21.736 450142 20.0
Octacosane, 2-m... 21.912 6.2 ng 140540 5 21.736 450142 20.0
Heneicosane 22.523 6.3 ng 141584 5 21.736 450142 20.0
Tetratetracontane 23.228 4.9 ng 110574 5 21.736 450142 20.0
Hentriacontane 24.045 4.1 ng 114770 6 25.008 557805 20.0
Pentacosane 26.154 3.7 ng 102227 6 25.008 557805 20.0
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