LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acqg On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc :

ALS Vvial : 13  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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54965.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.185 316 323 334 rBV 44827 74404  2.42%  0.408%
2 5.673 399 406 421 rBV 448412 746105 24.31% 4.088%
3 7.289 670 681 697 rBV 446718 802762 26.15% 4.398%
4 8.129 818 824 838 rVB 141283 242128 7.89% 1.327%
5 9.304 1016 1024 1035 rBV 279590 528878 17.23% 2.898%
6 10.702 1256 1262 1273 rBV 153469 264586 8.62% 1.450%
7 10.890 1290 1294 1299 rBV2 24091 42135 1.37% ©0.231%
8 10.955 1299 1305 1313 rVB 184950 343828 11.20% 1.884%
9 11.078 1320 1326 1332 rVB2 19445 39920 1.30% 0.219%
10 11.642 1412 1422 1428 rBV1e 13175 36823 1.20% 0.202%
11 11.942 1464 1473 1477 rBV3 21687 39425 1.28% 0.216%
12 12.136 1500 1506 1511 rBvV3 23100 37507 1.22% 0.206%
13 12.336 1534 1540 1546 rBV3 43206 75832  2.47%  0.415%
14 12.847 1621 1627 1632 rVB4 17027 31829 1.04% 0.174%
15 13.141 1667 1677 1683 rVB7 14342 44056 1.44% 0.241%
16 13.276 1694 1700 1704 rBV2 30723 49613 1.62% 0.272%
17 13.387 1713 1719 1729 rVB 795336 1273886 41.50% 6.980%
18 13.564 1743 1749 1754 rBV 69887 111483 3.63% 0.611%
19 13.640 1757 1762 1769 rVV 56978 92039 3.00% 0.504%
20 13.951 1807 1815 1820 rVB6 31648 66355 2.16% 0.364%
21 14.086 1834 1838 1842 rBV3 26331 43834  1.43% 0.240%
22 14.133 1842 1846 1851 rVwv4 20731 33343 1.09% 0.183%
23 14.192 1851 1856 1857 rVVv3 21357 34797 1.13% 0.191%
24 14.216 1857 1860 1864 rVW2 42169 54933 1.79% 0.301%
25 14.263 1864 1868 1874 rVv4 17553 33346 1.09% 0.183%
26 14.333 1875 1880 1887 rVB5 23793 38509 1.25% 0.211%
27 14.498 1903 1908 1915 rBV7 18607 44468 1.45% 0.244%
28 14.627 1926 1930 1939 rVB 76493 108022 3.52% 0.592%
29 14.768 1948 1954 1960 rVB 302902 482904 15.73% 2.646%
30 14.974 1983 1989 1994 rBV3 16274 34937 1.14% 0.191%
31 15.074 1998 2006 2011 rBV9 15894 46113 1.50% ©0.253%
32 15.156 2018 2020 2028 rVB5 18388 42156 1.37% 0.231%
33 15.238 2029 2034 2042 rBV5 29690 65610 2.14%  ©.359%
34 15.379 2053 2058 2062 rBv4 18568 40210 1.31% ©.220%
35 15.579 2088 2092 2097 rVB 94133 120094 3.91% 0.658%
36 15.978 2155 2160 2164 rVB 36792 63692 2.08%  0.349%

8270-BG082522.M Fri Sep 16 14:07:51 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acqg On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc :

ALS Vvial : 13  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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.260 2202 2208 2226 rBV 489989 846168 27.57% 4.636%
38 16.443 2234 2239 2241 rBV 96900 144636 4.71% 0.792%
39 16.948 2321 2325 2331 rVB7 17043 30969 1.01% 0.170%
40 17.230 2369 2373 2378 rBV 87697 117300 3.82% 0.643%
41 17.283 2378 2382 2387 rVWV 42738 60081 1.96% ©.329%
42 17.518 2416 2422 2426 rBV 350527 536895 17.49% 2.942%
43 17.559 2426 2429 2435 rVB 95180 139379 4.54% 0.764%
44 17.653 2441 2445 2449 rBV 31396 45878 1.49% 0.251%
45 17.976 2496 2500 2504 rBV 78099 102676  3.35% 0.563%
46 18.023 2504 2508 2513 rVB2 88437 107953 3.52% 0.591%
47 18.152 2525 2530 2536 rVB 878822 1117163 36.40% 6.121%
48 18.587 2599 2604 2608 rBvV2 46185 87027 2.84% 0.477%
49 18.663 2613 2617 2621 rBV 74117 84074 2.74% 0.461%
50 19.286 2718 2723 2725 rBV2 900064 1126556 36.70% 6.173%
51 19.322 2725 2729 2733 rVB 2544577 3069379 100.00% 16.817%
52 19.445 2746 2750 2755 rBV 493024 626892 20.42% 3.435%
53 19.568 2766 2771 2777 rBV 400996 594282 19.36% 3.256%
54 19.868 2819 2822 2824 rBV 44839 49835 1.62% ©.273%
55 19.933 2824 2833 2840 rVB 360864 636584 20.74%  3.488%
56 20.115 2859 2864 2870 rBV 1228047 1576017 51.35% 8.635%
57 20.397 2909 2912 2914 rBvV2 78179 102148 3.33% 0.560%

58 21.813 3146 3153 3158 rBV3 357571 818690 26.67% 4.486%

Sum of corrected areas: 18251144
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054965.D\data.ms

2500000
2000000
1500000
1000000

500000 5.673 7.289

9.304
8.129 10. 78295
5.185 108078 11.642.9242636 12.847

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

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054965.D\data.ms

19.322
2500000

2000000

1500000 20.115

19.286

1000000 18.152
13.387

21.813
500000

3085

e e L s e

Time--> 13.50 14.00 14.50 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: BG054965.D\data.ms

2500000
2000000
1500000
1000000

500000WAwx#kfﬁwww&hj\%q\xﬁ¢\AJ\/\\Mfk/V\j\\V”wﬂ\ﬂ“”/\‘~'“RH~AwM~/\«MwwNw«Mm\AN/\N,AM,\\,ANJVmﬁ_ﬁqlmex\*NA‘wlﬂﬁwmy

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.185 6.15 ng 74404  1,4-Dichlorobenzene-d4 8.129

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 1,2-Butanediol 90 C4H1e02 000584-03-2 25
4 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 323 (5.185 min): BG054965.D\data.ms (-316) (-) m/z 43.05 100.00%

3.0
59.1
5000
101'1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
83.1 4.80 5.00 5.20 5.40 5.60
bt bl SRl m/z 59.10 66.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.10  25.66%
101.
270 w0 T
O H‘\H\‘\H\‘HH‘f\f\[\f{\‘HH‘\\1\’\1\1‘HH‘\H\’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether
59.0
R RAmaEEEEE
4.80 5.00 5.20 5.40 5.60
m/z 58.10  18.30%
5000 41.0 101.0 /
27,
ol 140 L Ll 730 870 | 170
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2578: 1,2-Butanediol R B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.09%
31.0
5000
omﬂﬁﬂnﬂ,, ek b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03

Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
10.762 15.39 ng 264586 Naphthalene-ds 16.955
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 CgHiso3 600112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83

3 Ethylene glycol monoisobutyl ether 118

C6H1402

004439-24-1 64

4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50
Abundance Scan 1262 (10.702 min): BG054965.D\data.ms (-1256) (-~ | m/z 57.10 100.00%
57.1
5000
75.1 o )
39 ‘ 101.1 1311 10.50 11.00
0 “‘“‘“ww“hw‘mMu‘WW‘JM““‘§w1‘?5¥?“H‘ m/z 45.10 87.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — —
29.0 10.50 11.00
75.0 m/z 41.10 30.15%
Ot T \‘H“\‘\“‘H‘\ T Ly \‘1“\“ \“\‘ \1\0?\0\ ] \1\3\2\0| LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
s —
10.50 11.00
5000 ITI/Z 75.10 20.01%
29.0 75.0
100.0
0 L 90 120 s
m/z--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether e ——
57.0 10.50 11.00
m/z 56.10 15.67%
5000
29.0 75.0
0 m‘J;‘mwmlu_m“_\“l??:om_m,w_m woet S LA
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\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 3 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.336 4.41 ng 75832  Naphthalene-d8 10.955
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 (C13H28 000629-50-5 93
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 72
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
4 Dodecane 170 C12H26 000112-40-3 64
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 1540 (12.336 min): BG054965.D\data.ms (-1534) (- | m/z 57.10 100.00%
57.1
- o4 m
— —
31.1 12.00 12.50
160.1
o“1843‘ m/z 43.10  69.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 — ——
85.0 12.00 12.50
29.0 m/z 71.16  55.86%
L oo o
O \\\‘\\\\‘}\\\‘\\\\“\‘\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
— —
12.00 12.50
5000 m/z 85.10 37.72%
85.0
0 2?.0 Il h ‘ h | ‘hll\:\l\- ° 149 0 1680 213.0
AR R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 '\/\Am
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester ‘ L ‘ ‘/\W&
57.0 12.00 12.50
m/z 41.10 34.87%
5000
85.0
29.0
0 L ‘ ‘ 1110 1540 1820 227
H‘_‘H_“,HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H,HH P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.563 4.62 ng 111483  Acenaphthene-die 14.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 86
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 1749 (13.564 min): BG054965.D\data.ms (-1743) (- | m/z 57.10 100.00%
57.1
5000
8a.l W\/L/\Jw
1
13.50
113.1141.2
Obreprerelbol b o i d s 1730 2102 m/z 43.10  63.25%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
85.0
5000 il :
13.50
m/z 71.10 57.81%
29.0
O \H‘\‘\‘H“‘}H““\WH}\“H‘\\\h“]-\]\-‘”\‘\‘\]-\%‘]: \OH]_‘\G? \?%92\9\\’\\\\’\\\?’??\(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane
57.0
T
13.50
5000 m/z 85.10 35.82%
85.0
29.0
0 \ ‘ | | | 113.0141.0169.0197.0226.0
et e e e e T e T T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane =
57.0 13.50
m/z 41.10 33.81%
5000
85.0
29.0
o | msoue e
e e e e e e e e ——
m/z--> 20 40 60 80 100120140160180200220240260 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Ethane-1,2-diamine, N,N'-(1... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.640 3.81 ng 92039  Acenaphthene-d1e 14.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethane-1,2-diamine, N,N'-(1-meth... 276 C12H16N602 1010276-72-1 53
2 Metacetamol 151 C8HINO2 000621-42-1 50
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 50
4 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 43
5 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 43
Abundance Scan 1762 (13.640 min): BG054965.D\data.ms (-1757) (- | m/z 109.10 100.00%
43.1 109.1
151.1
5000
— —
‘ ‘ 79 h 13.50 14.00
Ot A Moy e wiz 43.10 97.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #167850: Ethane-1,2-diamine, N,N'-(1-methyl-5-pyrazolyl
109.0
5000 e .
151.0 13.50 14.00
540 m/z 151.05 57.46%
O \\\‘\\H“\H‘“‘\‘\‘\\\‘H\‘1‘\\‘\\’\‘\\\“\\H‘\%\8‘]7.\(\)\‘\2\\1\‘9\\()\\‘\\\\‘\2\7\\6‘\(:
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28725: Metacetamol
109.0
13.50 14.00
5000 151.0 m/z 41.10 22.00%
43.0
80.0
0‘H_HWMWWNHWH‘_ﬁWHH_m‘_HWHH_H‘_HWHH_H‘_
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28920: m-Isopropoxyaniline T 7
109.0 13.50 14.00
m/z 85.10 20.33%
5000
151.0
80.0
41.0 h i
O ettty et e e e et e
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Naphthalene, 2,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.951 2.75 ng 66355  Acenaphthene-d1e0 14.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 89
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 55
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 55

Abundance Scan 1815 (13.951 min): BG054965.D\data.ms (-1807) (- | m/z 156.10 100.00%
156.1
5000 N
M,
14.00
0 m/z 141.05 66.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
5000 A\ A A/\* //\ T n
14.00
m/z 74.10 53.63%
510 /70 128.0
210 > | 1020
O \\\‘\‘\ T \“ T \“\\"H\‘W \“‘\" \‘\‘\ T “\.\ \‘\ ‘ \“!‘\ \‘i‘\ \‘w‘ T \\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
T ‘ n\ A T
14.00
5000 ITI/Z 55.10 43.46%
77.0 115.0
51.0
27.0
ob 20 il e LM
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33164: Naphthalene, 1,6-dimethyl- —
156.0 14.00
m/z 155.10 38.21%
5000
115.0 F\
ol 280490000 T Ll (Ll
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.627 4.47 ng 108022  Acenaphthene-di0 14.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Nonadecane 268 C19H40 000629-92-5 80
3 9-methylheptadecane 254 C18H38 026741-18-4 78
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1930 (14.627 min): BG054965.D\data.ms (-1926) (- | m/z 57.10 100.00%
57.1
o e J\N\/\/_L\/
1450 1500
13.2 : :
o‘,‘HwH‘H‘,‘J‘:wmm_‘:wHH_1??‘%H_wwwwwm m/z 43.18 67.03%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #107218: Hexadecane
57.0
5000 e .
14.50 15.00
290 850 m/z 71.10  61.27%
0 “ ‘ L L H‘ 113.0141.0169.0197.0 226.0
\’HH‘HH’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158600: Nonadecane
57.0
— —
14.50 15.00
m/z 85.10 42.62%
5000 85.0
29.0
o “ h |, A130141.0169.0197.0 268.(
W‘H‘_H‘V‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #141059: 9-methylheptadecane — —
57.0 14.50 15.00
85.0 m/z 41.10 30.98%
5000
140.0
o,,1120168°19602390 AR
m/z--> 20 40 60 80 100120140160 180 200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 8 Naphthalene, 2,3,6-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.238 2.72 ng 65610  Acenaphthene-d1e 14.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 89
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 83
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 76

Abundance Scan 2034 (15.238 min): BG054965.D\data.ms (-2029) (- | m/z 57.10 100.00%
57.

1 170.1
5000 85.0

128.1 0071 15.00 15.50
ol ' m/z 170.10  93.45%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #45538: Naphthalene, 2,3,6-trimethyl- M /\[\
170.0
5000 S /\/\ t M /\

15.00 15.50
m/z 155.10  88.08%

128.0
O TT \‘2\7‘\'9\“\5\]7\.\()‘” \‘7‘\?“‘0“”\ \]-\()‘2\.\0\‘\ ‘ \‘\“\ \“‘\ \M ‘ \“\‘\ T ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0 /\/\ /\
i T ‘ T T ‘ T T
15.00 15.50
5000 ITI/Z 43.10 70.26%
128.0
63.0 ‘
oo 0000 | ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45536: Naphthalene, 1,6,7-trimethyl- — ——
170.0 15.00 15.50

m/z 71.10  65.28%

128.0
511'0 L ??\?u 102.0) | M

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.579 4.97 ng 120094  Acenaphthene-di0 14.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 74
5 3-Ethyl-2,6,10-trimethylundecane 226 CléH34 1000432-25-9 74
Abundance Scan 2092 (15.579 min): BG054965.D\data.ms (-2088) (- | m/z 57.10 100.00%
57.1
5000 85.1 ML\/
1550 |
1131 155.1 :
0 Hwm“”‘Uu”“mlmu‘_‘:M_uwm_“1?‘2”2‘“””2‘2?‘2‘ m/z 43.10 62.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 — ‘
15.50
290 85.0 m/z 71.10 58.23%
0 ‘\ “ | M‘ ;113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
T \
15.50
5000 85.0 m/z 85.10 43.07%
29.0
H‘_“W‘H‘,H‘w“u“u‘_“w‘u“H‘w“u‘u“““
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane T ‘
57.0 15.50
m/z 41.10 27.49%
5000 85.0
29.0
0 \‘ 1l H \‘\ i ‘11?0\1410 169.0 212.0
et e e e e e e e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 10 Pentadecane, 2,6,10-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
15.978 2.64 ng 63692  Acenaphthene-d1e 14.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
2 Tridecane 184 C13H28 000629-50-5 83
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 53
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 53

Abundance Scan 2160 (15.978 min): BG054965.D\data.ms (-2155) (- | m/z 57.10 100.00%
57.1
o hJ\k\wAﬁqumAAuwa\
85.1 S
113.1 169.1 16.00
142.0
Obrrrprrre et bl e 200-1 m/z 71.16  47.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T
16.00
29.0 8.0 m/z 43.10 40.24%
113.0
0 L “ || 1410 1830211.0239.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59026: Tridecane
57.0
C
16.00
5000 m/z 85.10 25.39%
20.0 85.0
e e e S e ey
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #22092: Octane, 3,5-dimethyl- ——
57.0 16.00
m/z 41.10 23.45%
5000
29.0
85.0 113.0
g L %0 o
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.442 5.39 ng 144636  Phenanthrene-di0 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 (C18H38 000593-45-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2239 (16.443 min): BG054965.D\data.ms (-2234) (- | m/z 57.10 100.00%
57.1
e /L/VJL@VW
‘ 9.1 1650
- M‘ Wiy, 280t as02 o, 71.16 68.75%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 T
16.50
9.0 m/z 43.10 63.51%
s | |||, 11018300050 2960
\\f\‘\\\\[!\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
——
16.50
5000 m/z 85.10 45.36%
‘ 9.0
ol ] 3ot0mes0 2540
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane ‘ :
57.0 16.50
m/z 41.10 26.15%
5000
oL L | F ‘1‘410183022502670 323.0 380.
A e e e e ——
m/z--> 0 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.230 4.37 ng 117300  Phenanthrene-di0 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2373 (17.230 min): BG054965.D\data.ms (-2369) (- | m/z 57.10 100.00%

57.1
5000 85.1

-
17.00 17.50
1131141116911961 c
22512542 n/7 71.10  63.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0

5000 85.0 T T
17.00 17.50

29.0 m/z 43.10 61.04%

\\\‘\\H‘\\\\‘H\\‘\\H‘\\\\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #90189: Pentadecane
57.0

—
17.00 17.50

o

o

m/z 85.10 45.61%
5000 85.0
29.0
0 \‘ i H\ b \‘11\\30\14\101690 2120
et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane T —
57.0 17.00 17.50

m/z 41.10 28.07%

5000
85.0
29.0
\‘ h

0 L ‘113014101690 240.0
"w‘mw‘WH_‘H‘mw‘Wm‘mwwm‘www — —

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Tridecane, 7-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.976 3.82 ng 102676  Phenanthrene-di0 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tridecane, 7-propyl- 226 C16H34 055045-09-5 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 86
Abundance Scan 2500 (17.976 min): BG054965.D\data.ms (-2496) (- | m/z 57.10 100.00%
57.1
e MMJ\L
—
o8- 41.1 1821 224.1 18.00
owm‘w““w‘H e m/z 71.10  64.91%
miz--> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
5000 T
18.00
99.0 m/z 43.10 62.70%
2260
01\5.\0‘\ M‘h “ H‘ “‘ “‘ %41 9\ 183\0 T \ T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #107221: Tridecane, 7-propyl-
43.0
=
18.00
5000 85.0 m/z 85.16 50.97%
140.0
‘ .0
ol b L1 2280
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane —
57.0 18.00
m/z 41.10 27.75%
5000
99.0
““‘ ‘ e n i e e —
m/z--> 100 150 200 250 300 18.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91522\
BGO54965.D

: 15 Sep 2022 21:03
: CG/JU
: N4612-01

: 13 Sample Multiplier: 1

Quant Title

TIC Library

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
: 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 14 9-Hexadecenoic acid, methyl... Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
18.023 4.02 ng 107953 Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 64
2 cyclohexanecarboxylic acid, 2,4,... 184 C11H2002 1000404-92-4 55

3 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 55
4 1-Dodecanethiol 202 C12H26S 000112-55-0 53
5 Methyl myristoleate 240 C15H2802 056219-06-8 43

Abundance Scan 2508 (18.023 min): BG054965.D\data.ms (-2504) (-
5!:

m/z 55.10 100.00%

5000 31

%

203.1
152.1 231.2 18.00

m/z 69.10

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

Abundance  #158444: 9-Hexadecenoic acid, methyl ester, (2)-
558.0

79.12%

o

.

5000 3.0
18.00

m/z 74.05 67.01%

100 1550 1940 2360

‘ 268.(
RAREREARRNRERENRAN

m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260

Abundance #58739: cyclohexanecarboxylic acid, 2,4,5-trimethyl-, me
69.0

o

41.0 1800
41.10

5000 1150 L840 m/z

‘M Il h \‘ ‘\ | ‘\H i M‘\ m\ M\ L |

m/z--> 20 40 60 80 100120140160180200220240260

o

%

Abundance #158398: (Z)-Methyl hexadec-11-enoate
55.0 18.00
m/z 83.10 49.80%
5000
87.0
236.0
o | ||| pmowzo ra0 200 0
oL M Ml bl 268 e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.152 41.62 ng 1117160  Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81

Abundance Scan 2530 (18.152 min): BG054965.D\data.ms (-2525) (- | m/z 74.05 100.00%

74.0
5000
43.1
143.1 227.2 1200 L
M | ‘ 1111 ‘ 185.1 270.3 18.00 18.50
Ol bbb b L L T 2wz s7.e5 74.21%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —— ——
43.0 18.00 18.50
143.0 m/z 43.10  28.49%
0 ‘u \“ L\ ‘ g \115 0\ 17'} 0\199 022\7 0 279 0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143572: Pentadecanoic acid, methyl ester
74.0
== —
18.00 18.50
5000 ITI/Z 55.10 24.85%
43.0
143.0
ol il 50 i 230 20
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109337: Tridecanoic acid, methyl ester — e
74.0 18.00 18.50
m/z 41.10 20.43%
5000 43.0
143.0
O b 10, T T 2280 M
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 16 4H-Cyclopenta[def]phenanthrene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.587 3.24 ng 87027  Phenanthrene-d1e0 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 40
5 1-(Phenylethynyl)-1H-1,2,3-benzo... 219 C14H9N3 209912-23-2 25

Abundance Scan 2604 (18.587 min): BG054965.D\data.ms (-2599) (- | m/z 189.10 100.00%
189.1

5000

.

—
231.2 274.1 18.50
0! : . m/z 190.05 97.30%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0

5000 T T
18.50

94.0 m/z 192.16  54.39%

31.0 630 \h 1230 1610 ||
\\H‘\H\‘HH‘HH‘HH’HH‘\H\’HH‘\H\‘HH‘HH‘HH’HH‘HH’\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0

—T
18.50
5000 m/z 191.10  41.31%

94.0
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy- e
. 18.50

o

o

190.0
m/z 187.10  21.06%
5000
63.0
133.0
29.0 990
0! e —r—
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.663 3.13 ng 84074  Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 91
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83
4 Dodecane 170 C12H26 000112-40-3 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2617 (18.663 min): BG054965.D\data.ms (-2613) (- | m/z 57.10 100.00%

57.1
5000

‘ h 99.1 18.50 19.00
L

155.2
b 1952 1071 2382 2821314. 51 10 67.24%

T ‘\ ‘ T
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0

5000 e ——
18.50 19.00

m/z 43.10 58.13%

250 h L H\ | 1410 1830 2250 2820
T T T [ \ T T T ‘ T f T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0

18.50 19.00

o

o

5000 m/z 85.10 50.89%
1130 155.0
o dhdl L T mse
miz--> 50 100 150 200 250 300
Abundance #45512: Decane, 3,8-dimethyl- P e
57.0 18.50 19.00

m/z 41.10  26.13%

5000
‘ 970‘ 141.0
LA |

ol bt b N
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 18 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.286 41.97 ng 1126560 Phenanthrene-dle 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual

2-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
2-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
hyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98

VA wWwN R
=Z0wVwvuw
.
AR R R R

Abundance Scan 2723 (19.286 min): BG054965.D\data.ms (-2718) (- | m/z 67.10 100.00%
671
5000
09.1
e P
2061 2631 19.00 19.50
ol— Hh ‘M“m‘ 4 “\‘ R 2951‘ ‘ m/z 81.10 85.67%
miz--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 —— BB
19.00 19.50
09.0 m/z 55.10 65.19%
Mh\ H‘\ I, H H 262.0294.0
0 ‘\\”\\\\\‘\\\\‘\”\\\“\\
m/z--> 50 150 200 250 300
Abundance  #191900: 9 12 Octadecadienoic acid, methyl ester
67.0
e P
19.00 19.50
5000 m/z 95.10 59.07%
09.0
294.0
oL M\““ | m‘ \HH\ \l\ ‘d‘ b ‘22‘3"0‘ 2‘6‘%‘0‘ ‘\‘ —
miz--> 50 150 200 250 300
Abundance #191927: 9,15—Octadecadienoic acid, methyl ester, (Z,2)- = —
67.0 19.00 19.50
m/z 41.10 47 .69%
5000
09.0 294.0
0 ‘ h | 1999 187, 02200 2620 L
— A e P — =
miz--> 50 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.322 114.34 ng 3069380  Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 2729 (19.322 min): BG054965.D\data.ms (-2725) (- | m/z 55.10 100.00%

55.1
5000 97.1
264.1 N T
H ‘H 337 1 1802 2222 ‘ 19.00 19.50
0L ‘1““ Ll HHHM“HM“\ ol “L U “\‘ ‘296"3 ‘ m/z 69.10 70.21%
miz--> 50 100 15 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
5000 87.0 T T 7
19.00 19.50
264.0 m/z 74.10  65.34%
23.0 180.0 222 0 ‘
ok ‘\‘r “u‘ TM‘HH‘ \H\‘H s \\ e ;u - “‘ ‘2‘96‘0‘ ,
miz--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester
[ R
19.00 19.50
5000 m/z 83.10 57.54%
23.0 296.0
0,
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester = e
55.0 19.00 19.50
m/z 41.10 53.29%
5000
87.0
264.0
‘H 23.0 1800 2220 h 296 0
0! ‘T\NMWW”H“\L\ “J‘ b = =
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\BG091522\
Data File : BG@54965.D

Acq On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.445  23.35 ng 626892  Phenanthrene-di0 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 91
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
Abundance Scan 2750 (19.445 min): BG054965.D\data.ms (-2746) (- | m/z 74.10 100.00%
74.1
5000 JtA
411 143.1 T
1992 2552 19.50
WinEsr | 298.3
L m/z 87.05 77.20%
m/z--> 50 100 150 200 250 300
Abundance #197274: Methyl stearate
74.0
5000 T T
19.50
450 143.0 298.0 m/z 43.10  32.31%
1990 2550
0+ “‘\ ““‘\ “1‘ \‘M\.]T‘pwg“.p ‘\ \‘ I o “ T T \“\ T “ T
miz--> 50 100 150 200 250 300
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
—
19.50
5000 m/z 55.10 26.07%
8.0
143.0 255.0 298.0
199.0 ‘
Ll 111090, ‘\“ s N W
m/z--> 50 100 150 200 250 300
Abundance  #126268: Tridecanoic acid, 12-methyl-, methyl ester =
74.0 19.50
m/z 41.10 20.55%
5000
199.0
‘ 143.0 ‘
S X U B A
m/z--> 50 100 150 200 250 300 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BGO54965.D

Acqg On : 15 Sep 2022 21:03
Operator : CG/JU

Sample : N4612-01

Misc :

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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-... 5.185 6.2 ng 74404 1  8.129 242128 20.0
Ethanol, 2-(2-b... 10.702 15.4 ng 264586 2 10.955 343828 20.0
Tridecane 12.336 4.4 ng 75832 2 10.955 343828 20.0
Nonadecane 13.563 4.6 ng 111483 3 14.768 482904 20.0
Ethane-1,2-diam... 13.640 3.8 ng 92039 3 14.768 482904 20.0
Naphthalene, 2,... 13.951 2.8 ng 66355 3 14.768 482904 20.0
Hexadecane 14.627 4.5 ng 108022 3 14.768 482904 20.0
Naphthalene, 2,... 15.238 2.7 ng 65610 3 14.768 482904 20.0
Tetradecane 15.579 5.0 ng 120094 3 14.768 482904 20.0
Pentadecane, 2,... 15.978 2.6 ng 63692 3 14.768 482904 20.0
Heneicosane 16.442 5.4 ng 144636 4 17.518 536895 20.0
Pentadecane 17.230 4.4 ng 117300 4 17.518 536895 20.0
Tridecane, 7-pr... 17.976 3.8 ng 102676 4 17.518 536895 20.0
9-Hexadecenoic ... 18.023 4.0 ng 107953 4 17.518 536895 20.0
Hexadecanoic ac... 18.152 41.6 ng 1117166 4 17.518 536895 20.0
4H-Cyclopenta[d... 18.587 3.2 ng 87027 4 17.518 536895 20.0
Eicosane 18.663 3.1 ng 84074 4 17.518 536895 20.0
9,12-Octadecadi... 19.286 42.0 ng 1126560 4 17.518 536895 20.0
15-Octadecenoic... 19.322 114.3 ng 3069380 4 17.518 536895 20.0
Methyl stearate 19.445 23.4 ng 626892 4 17.518 536895 20.0
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