LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acqg On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55675.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.366 335 343 350 rBV 88215 138687 6.77% 0.911%
2 5.788 417 425 435 rBV 611895 998802 48.76% 6.559%
3 7.398 690 699 709 rBV 626612 1076541 52.55% 7.070%
4 8.250 836 844 851 rBV 171167 287604 14.04%  1.889%
5 9.425 1035 1044 1056 rBV 365039 664563 32.44% 4.364%

6 10.823 1276 1282 1295 rBV 72260 125497 6.13% 0.824%
7 11.082 1319 1326 1333 rBV 232250 419282 20.47%  2.753%
8 13.497 1729 1737 1745 rBV 992685 1568543 76.57% 10.300%
9 14.872 1964 1971 1979 rVB 379647 579720 28.30% 3.807%
10 15.253 2030 2036 2044 rBV3 10208 20660 1.01%
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11 16.352 2217 2223 2236 rBV 778147 1233143 60.20%
12 17.474 2410 2414 2417 rBV5 12619 21066 1.03%
13 17.615 2431 2438 2442 rBV 437221 686370 33.51%
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14 17.657 2442 2445 2452 rVB 90177 138965 6.78% 913%
15 17.745 2457 2460 2464 rVB 22995 29629  1.45% 195%
16 18.250 2543 2546 2552 rVB3 18394 24813 1.21% ©.163%
17 18.473 2579 2584 2590 rVv2 202961 316592 15.46% 2.079%
18 18.532 2590 2594 2600 rVB2 62662 97115 4.74% 0.638%
19 18.614 2604 2608 2613 rVV 20490 29153 1.42% 0.191%
20 18.673 2613 2618 2623 rVW2 66279 136096 6.64% ©0.894%
21 18.714 2623 2625 2629 rVB 40540 44094  2.15%  0.290%
22 18.761 2630 2633 2641 rBV3 22559 42686 2.08% 0.280%
23 18.973 2665 2669 2673 rBV 29593 44575 2.18% ©.293%
24 19.266 2717 2719 2723 rVB 20480 21463 1.05% 0.141%
25 19.390 2735 2740 2745 rBV 86361 146955 7.17% ©.965%

26 19.531 2760 2764 2769 rBV5 34956 64743
27 19.654 2780 2785 2790 rVB 301384 439918 21.48%
28 19.736 2795 2799 2806 rVB2 84901 140436 6.86%
29 20.013 2842 2846 2853 rVB 360735 538092 26.27%
30 20.201 2873 2878 2883 rBV 1621025 2048415 100.00% 13.

w
=
()]
S

wWwwonNnNoe
O
N
N
R

31 20.800 2977 2980 2984 rBV2 86198 131793  6.43%
32 21.517 3098 3102 3107 rVB 141550 207458 10.13%
33 21.910 3161 3169 3174 rBV2 466953 1135365 55.43%
34 21.963 3175 3178 3191 rVB 198986 333027 16.26%
35 23.838 3493 3497 3509 rVB2 140726 307851 15.03%
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36 24.237 3559 3565 3573 rBV 120050 383412 18.72% 2.518%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acqg On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 25.330 3744 3751 3760 rVB2 224704 604809 29.53% 3.972%

Sum of corrected areas: 15227933
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055675.D\data.ms

1600000
1400000
1200000
1000000

800000

7.398
600000 5788

400000 9.425
11.082

200000 8.250
L 5.306 10.823

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055675.D\data.ms

20.201
1600000

1400000

1200000

1000000 13497

800000 16.352
21.910

600000
17.615

400000 14.872 20,800 2151721963

200000 17,657 !
15.253 17.4%4 745 18.25°

e e = B B e o o

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: BG055675.D\data.ms

1600000
1400000
1200000
1000000
800000
600000

25.330
400000 23.8324.237

/\MM
200000

0\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.306 9.64 ng 138687 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 343 (5.306 min): BG055675.D\data.ms (-335) (-) m/z 43.00 100.00%

3.0
59.0
5000
101. N AN AR
‘ 83.0 0‘ 0 5.00 5.20 5.40 5.60
Obrrprrerrrrr e prntll v e M/Z 59.00 53.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU B L R I B |
59.0 5.00 5.20 5.40 5.60
m/z 101.00 16.54%
O\\\‘\\\\‘\\\‘?‘T‘-\-\O\\“ui\\‘\\‘}\’\\\\‘\\\\?%;9\’\\\]-\0‘]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R REEEEE R
57.0 5.00 5.20 5.40 5.60
5000 m/z 58.00 13.87%
20.0 101.0
o PR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.93%
5000 41.0
29.
‘ ‘ 87.0
obro30 I Lm0 L el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.823 5.99 ng 125497 Naphthalene-d8 11.082
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
Abundance Scan 1282 (10.823 min): BG055675.D\data.ms (-1276) (- | m/z 45.00 100.00%
45.0
5000
75.0 [ LN
101.0 10.50 11.00
Ll gl 200 1311 ;
b e Ml e P m/z 57.@5  98.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1050  11.00
29.0 : .
750 m/z 41.80  35.85%
101.0
O TTT ‘ \H“\ \“‘h‘\ \m\ \‘H\ T U\ T T ’ \]_?"‘\2.\0‘ T T ’ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
o,
10.50 11.00
5000 m/z 75.00 16.77%
29.0 75.0
100.0
0 M\\ Lo RO 1830
m/z--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether — ——
57.0 10.50 11.00
m/z 56.00 14.75%
5000
29.0 75.0
| — “;‘M 1 ‘ B N ATUYNS N A VB
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.473 9.23 ng 316592  Phenanthrene-di0 17.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2584 (18.473 min): BG055675.D\data.ms (-2579) (- | m/z 73.00 100.00%

43.0 (73.0
5000
128.9 192.0
T

ol L.

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
A

5000
129.0 18.50
m/z 43.05 93.30%

213.0
157 0185.0
0 ]"ﬁ ‘OH | ‘ud‘ ‘H!H M ‘%\‘ ‘uw ‘\‘H‘\‘ et “‘ . “‘ M . “‘ | A - “‘ :
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #92063: Tridecanoic acid
43.0 730
\

18.50

[ I

5000 129.0 m/z 57.00 79.11%
171.0
214.0
OISD?
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 18.50

m/z 41.00 74.75%

5000 129.0
199.0
‘ H‘l 1.0 157 0 242.0
15 0‘ ‘ ‘ Hu \H ‘\H i L1 T

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Anthracene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.532 2.83 ng 97115 Phenanthrene-d10 17.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 90
Abundance Scan 2594 (18.532 min): BG055675.D\data.ms (-2590) (- | m/z 192.00 100.00%
192.0
5000 /\w
RN
58.0 94.6 139.0 18.50
ol B0 A0 35z 101,08 56.99%
m/z--> 50 100 150 200 250 300 350
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 = :
18.50
m/z 189.00 31.77%
96.0
O\\\‘\‘\ \‘“‘\‘“‘ T \1\3\9'9\”“\‘\“ L Lt e
miz--> 50 100 150 200 250 300 350
Abundance #67042: Phenanthrene, 4-methyl-
192.0
SN
18.50
5000 m/z 190.05 17.09%
82.0
0280 ‘ H‘ 139'0\ I
B LA I s s R
m/z--> 50 100 150 200 250 300 350
Abundance #67039: Phenanthrene, 2-methyl- 4 \
192.0 18.50
m/z 193.00  14.85%
5000
94.0
0 510 | M ]\'5\‘\2?\ I
B B B e A o o ——
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Naphtho[1,2-b]norbornadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.673 3.97 ng 136096  Phenanthrene-die 17.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 60
2 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 53
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 50
4 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 49
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 46

Abundance Scan 2618 (18.673 min): BG055675.D\data.ms (-2613) (- | m/z 192.00 100.00%

192.0
5000
Y ey
57.0 215 139.0 280.9 ‘ 18.50 19.00
ol 200 2320 ML, 2331 2809 355 i 191.00  66.91%
miz--> 50 100 150 200 250 300 350
Abundance #67046: Naphtho[1,2-b]norbornadiene
192.0
5000

T T
18.50 19.00

m/z 189.00 53.40%
39.0 950 1390 m
Ot f 1 \“\M\‘h‘ bty ‘\ i” \M\‘\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
perd =y
18.50 19.00
5000 ITI/Z 190.05 39.18%
0P80 00 182
L “ \‘H\ ‘\“ ‘\ ‘ \‘\ T ‘\ “ \H\ ‘\ . ‘ L ‘ T T T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 N\
Abundance #67035: Phenanthrene, 1-methyl- e Pl
192.0 18.50 19.00
m/z 165.00  20.96%
0390 960 1390
e e —— ——
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\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.390 4.28 ng 146955 Phenanthrene-d10 17.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
2 9,10-Dimethylanthracene 206 C16H14 000781-43-1 91
3 Phenanthrene, 2,3-dimethyl- 206 CleH14 003674-65-5 87
4 di-p-Tolylacetylene 206 CleH14 002789-88-0 83
5 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 81
Abundance Scan 2740 (19.390 min): BG055675.D\data.ms (-2735) (- | m/z 206.10 100.00%
206.1
- WM\.
1900 1950
570 1010  165.0 ‘ . .
S A Whri R ' ) ‘VM‘ e 2800 3200 7 101,00 48.79%
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 = ——
19.00 19.50
101.0 m/z 205.05  25.84%
' 165.0 ‘
0 \2\7\0\ ‘Gg.\o‘\ “\“ ih‘\ T “ \‘\‘”\ ‘!‘ i‘h“\ LA e
miz--> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene
206.0
= ——
19.00 19.50
5000 m/z 189.00 24.98%
olso 510 B8 1200 B2 |
m/z--> 50 100 150 200 250 300
Abundance #82943: Phenanthrene, 2,3-dimethyl- = —
206.0 19.00 19.50
m/z 207.00  18.25%
89.0
b S0 s S0y |
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21

Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
: 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 Octadecanoic acid Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
19.736 4.09 ng 140436  Phenanthrene-di0 17.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 58
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 2799 (19.736 min): BG055675.D\data.ms (-2795) (- | m/z 43.00 100.00%

43.0 ,,JWJ\W'/W
5000

129.0

185.1 : : : :

284 1 19.50 20,00
ol ‘: ko mz 7300 95.87%

m/z--> 250 300

Abundance #179089 Octadecanou: acid ‘wﬁjklww

5000 129.0 19.‘50 20.‘00
m/z 60.00 85.29%

29.0 185.0 941 284.0
OH\‘\‘ HMM‘ H“‘\‘H\H““HL“H
m/z--> 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
43.0

C F

19.50 20.00
5000 256.0 m/z 57.00 79.28%

129.0
20 213.0
‘ ‘ ‘ 171 0
oLb— “‘ H‘\M " \\‘H \u‘\ il ‘n ‘ | “‘m‘ el ‘\‘ IR
miz--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid —— —
73.0 19.50 20.00

m/z 41.00 68.68%

5000 125.0
185.0
29. 228.0

0 “ L ﬂh” \‘\H i \‘ | ‘

7 7
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Pyrene, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.800 2.32 ng 131793  Chrysene-d12 21.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 4-methyl- 216 C17H12 003353-12-6 94
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
Abundance Scan 2980 (20.800 min): BG055675.D\data.ms (-2977) (- | m/z 216.10 100.00%
216.1
2050 2100
57.0 106.7 ‘ . .
0Ll ‘}6“5"9““‘ A . . 286.1327.9 400! /5 o15.85  58.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94568: Pyrene, 4-methyl-
216.0
5000 AL A
20.50 21.00
m/z 217.00 18.81%
108.0
0 630 Lyl 1630\‘ \ \‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #94567: Pyrene, 2-methyl-
216.0
—— —
20.50 21.00
m/z 227.15 15.65%
5000 95.0
0 53.0 u‘\‘“ 163‘0\\“ L h‘
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #94572: 11H-Benzo[b]fluorene T 1
216.0 20.50 21.00
m/z 189.00 15.06%
h me
107.0
oL 630 | 1630 |
e —— —
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 1-Tetracosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.517 3.65 ng 207458  Chrysene-d12 21.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 Cyclohexadecane 224 C16H32 000295-65-8 93
3 3-Eicosene, (E)- 280 (C20H40 074685-33-9 93
4 5-Eicosene, (E)- 280 (C20H40 074685-30-6 93
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 70
Abundance Scan 3102 (21.517 min): BG055675.D\data.ms (-3098) (-~ | m/z 57.00 100.00%
510 228.1
5000 P71
‘ 21.50 |
0 \\"M‘“WHWIW#E%%}ZZPWL‘JLWH\Zgg}w%%ﬁ%“\ m/z 43.i6 89.59%
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0
5000 —— :
21.50
25.0 m/z 228.05 82.98%
0 \“\ ““ \“‘ ‘\ ‘\‘H" ‘H‘ ‘“‘ ‘%\6§\9\2“19\0\ L L ?3\6\0‘ T
miz--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
55.0
=T
97.0 21.50
5000 m/z 55.00 72.90%
39.0 224.0
ol ‘m‘ s
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)- —
57.0 21.50
m/z 69.05 57.44%
97.0
5000
ol 4L | 1390 1820 2240 2800 .
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55675.D

Acq On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 1,19-Eicosadiene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.837 10.18 ng 307851  Perylene-di12 25.330
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
3 16-Heptadecenal 252 C17H320 1010144-57-9 78
4 Tetracosanal 352 C24H480 057866-08-7 68
5 Octadecanal 268 C18H360 000638-66-4 58
Abundance Scan 3497 (23.838 min): BG055675.D\data.ms (-3493) (- | m/z 57.00 100.00%
57.0
5000
23.50 24.00
0l \‘\H ‘H‘m“ M Mh u\m mx';m s ‘VH‘ " ‘?’0‘?}\3‘6‘2‘?‘ “4‘29" m/z 43.05 84.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
558.0
5000 — —
23.50 24.00
m/z 55.00 62.47%
LTS
O\‘\‘\“\‘U“‘“‘\m\“\’1\8\0\0‘\2\2\8\0‘\2\7§\0‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl-
82.0

— —
23.50 24.00
82.05 60.85%

500079 ( m/z
38.0
oML oo 200
m/z--> 50 100 150 200 250 300 350 400

Abundance #138488: 16-Heptadecenal
82.0 2350 2400

m/z 83.05 49.76%
5000
|1 |

| .

“ T
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00

H 37.0 207 0252 0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BGO55675.D

Acqg On : 17 Nov 2022 21:21
Operator : CG/JU

Sample : N5607-05

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.306 9.6 ng 138687 1 8.250 287604 20.0
Ethanol, 2-(2-b... 10.823 6.0 ng 125497 2 11.082 419282 20.0
n-Hexadecanoic ... 18.473 9.2 ng 316592 4 17.615 686370 20.0
Anthracene, 2-m... 18.532 2.8 ng 97115 4 17.615 686370 20.0
Naphtho[1,2-b]n... 18.673 4.0 ng 136096 4 17.615 686370 20.0
Phenanthrene, 2... 19.390 4.3 ng 146955 4 17.615 686370 20.0
Octadecanoic acid 19.736 4.1 ng 140436 4 17.615 686370 20.0
Pyrene, 4-methyl- 20.800 2.3 ng 131793 5 21.916 1135370 20.0
1-Tetracosene 21.517 3.6 ng 207458 5 21.916 1135370 20.0
1,19-Eicosadiene 23.837 10.2 ng 307851 6 25.330 604809 20.0
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