LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc :

ALS Vvial : 19 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_ F\Methods\8270-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129460.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.110 476 480 492 rVB 106554 137222 2.91% 0.349%
2 5.516 545 549 553 rBV 3502901 3191305 67.71% 8.110%
3 6.528 716 721 724 rBV 3727592 3323843 70.52% 8.447%
4 6.881 778 781 785 rBV 1311011 1026542 21.78% 2.609%
5 7.445 873 877 880 rBV 2503917 2473902 52.49% 6.287%
6 8.163 996 999 1002 rBV 1445175 1326745 28.15% 3.372%
7 8.186 1002 1003 1006 rVB 90927 51026 1.08% ©.130%
8 8.875 1118 1120 1124 rBV 78504 67207 1.43% 0.171%
9 8.975 1134 1137 1140 rBV 72072 64665 1.37% 0.164%
10 9.245 1178 1183 1186 rBV 4670998 4436588 94.13% 11.275%
11  9.575 1236 1239 1242 rBV2 84449 83272 1.77%  0.212%
12 9.922 1295 1298 1302 rVB 1585639 1350860 28.66% 3.433%
13 9.963 1302 1305 1310 rVB3 51813 58380 1.24% 0.148%
14 10.557 1403 1406 1410 rBV 56145 55452 1.18% 0.141%
15 10.639 1414 1420 1424 rVB2 190870 179359 3.81% 0.456%

16 10.716 1429 1433 1443 rVV 2275262 1961165 41.61%
17 10.827 1448 1452 1459 rVB3 67131 104671 2.22%
18 11.110 1497 1500 1503 rVB 92484 73749 1.56%

ONOO PN
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R

19 11.416 1548 1552 1554 rBV 1298648 1109935 23.55% 821%
20 11.439 1554 1556 1562 rVB 147759 136898 2.90% 348%
21 11.657 1590 1593 1595 rVB2 83277 72667 1.54% ©.185%
22 11.792 1613 1616 1619 rVB2 55036 47497 1.01% ©0.121%
23 11.933 1635 1640 1645 rVB2 74444 133273 2.83% ©.339%
24 12.351 1707 1711 1715 rBV2 33164 48077 1.02% 0.122%
25 12.468 1727 1731 1732 rBV 52384 57035 1.21% ©.145%
26 12.486 1732 1734 1738 rVB3 53644 66296 1.41% 0.168%
27 12.627 1755 1758 1762 rVB 243922 210838 4.47% ©.536%
28 12.863 1792 1798 1800 rBV 262227 262874 5.58% 0.668%
29 13.004 1817 1822 1825 rVB 3038201 2955617 62.71%  7.512%
30 13.215 1855 1858 1863 rBV 75888 73240 1.55% 0.186%
31 13.680 1934 1937 1938 rBV2 74092 65929 1.40% 0.168%
32 13.892 1969 1973 1984 rVB3 298957 606325 12.86% 1.541%
33 14.027 1991 1996 1997 rBV2 75827 88946 1.89% 0.226%
34 14.062 1997 2002 2004 rBV 1032915 1028999 21.83%  2.615%
35 14.086 2004 2006 2008 rVB 110881 90134 1.91% ©.229%
36 14.333 2045 2048 2052 rVB3 58194 55765 1.18% 0.142%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc :

ALS Vvial : 19 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_ F\Methods\8270-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.510 2075 2078 2080 rBvV 173486 141063 2.99% 0.359%
38 14.539 2080 2083 2086 rvVv3 81773 107824 2.29% 0.274%
39 14.639 2098 2100 2106 rVB4 49528 57707 1.22% 0.147%
49 14.821 2128 2131 2134 rVB 71734 74299 1.58% 0.189%
41 14.898 2142 2144 2147 rVB 97583 87251 1.85% ©0.222%
42 14.974 2153 2157 2161 rVB 331999 348020 7.38% 0.884%
43 15.115 2177 2181 2184 rBV 143304 210318 4.46% ©.535%
44 15.162 2186 2189 2193 rVB 400812 457618 9.71% 1.163%
45 15.221 2194 2199 2202 rBv3 157327 301816 6.40% 0.767%
46 15.427 2231 2234 2239 rVB 99511 134210 2.85% 0.341%
47 15.492 2241 2245 2249 rVB 101854 129439 2.75% ©0.329%
48 15.557 2251 2256 2260 rBV = 842269 1039678 22.06% 2.642%
49 15.762 2287 2291 2296 rBvV 317638 464165 9.85% 1.180%
50 15.998 2326 2331 2337 rVB 609390 945552 20.06% 2.403%
51 16.092 2341 2347 2350 rBV5 109048 249814 5.30% ©0.635%
52 16.515 2416 2419 2427 rVB2 91904 158297 3.36% 0.402%
53 16.821 2466 2471 2478 rVB 248830 452200 9.59% 1.149%
54 17.127 2519 2523 2531 rVB 237443 474228 10.06% 1.205%
55 17.233 2532 2541 2551 rBV2 2123870 4713503 100.00% 11.979%
56 17.568 2593 2598 2608 rVB6 250756 597345 12.67% 1.518%
57 17.686 2612 2618 2622 rBV7 79287 213791 4.54%  ©.543%
58 18.074 2680 2684 2693 rVB5 200042 467491 9.92% 1.188%
59 18.292 2716 2721 2731 rVB3 178586 445913 9.46% 1.133%
Sum of corrected areas: 39347840
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF129460.D\data.ms
4000000 6.528
5.516
3000000
7.445
2000000
6.881
1000000
5.110
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF129460.D\data.ms
9.245
4000000
13.004
3000000
10.716
2000000
9.922
8.163 11.416
1000000
12.6272.86
gjts smsrs | o575 ooss 108 1ino e aweon o sedl ] 19215
O L e e e = I B B e e e e e e e e e B S e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF129460.D\data.ms
4000000
3000000
17.233
2000000
14.062 15.557
1000000 15.998
13.89% 036, 149@7;%_1;22]1& 15.762 16.821 17.1 17. 9% 18.0748.292
13680 [14.087 14338 TR ag1829 82p2 092 16515 " A 686 .
0 ‘ T T T T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T ‘ T T ‘ T T T T ‘ T T T T
Time->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF072522.M Mon Aug 01 15:14:24 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 16
R.T. EstConc Area Relative to ISTD R.T.
5.110 2.67 ng 137222  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 480 (5.110 min): BF129460.D\data.ms (-476) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 P T T T T T T
4.80 5.00 5.20 5.40
byl e | ;
-t m/z 59.10 56.72%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L I R B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 18.49%
15.0 101.0
‘ wl ol | 83.0 ! ‘
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
EEEmEEEEEE
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.10 15.08%
101.0
Owl‘?‘lo“‘;“‘ “‘w e ‘8‘3"(?‘ e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RRmREEEEE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.45%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
e A AEEaaaREES R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknownl®@.639 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.639 2.66 ng 179359  Acenaphthene-di0 9.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Naphthol, 6,7-dimethyl- 172 C12H120 031776-14-4 25
2 val-val, N,N'-dimethyl-N-(n-prop... 344 C17H32N205 1000454-85-1 22
3 Ile-Ile, N-(n-propyloxycarbonyl)... 344 C17H32N205 1010467-83-3 22
4 2,5-Difluoroanisole 144 C7H6F20 075626-17-4 22
5 Isoquinaldamide 172 C1OH8N20 001436-44-8 14
Abundance Scan 1420 (10.639 min): BF129460.D\data.ms (-1414) (-} | m/z 172.00 100.00%
172.0
101.0
5000
630 T ‘ T T ‘ T
“ ‘ 10.50 11.00
obrscblk L ) m bl 2292 m/z 101.00  74.93%
m/z--> 50 100 150 200 250 300
Abundance #47426: 1-Naphthol, 6,7-dimethyl-
172.0
5000 i e
10.50 11.00
129.0 m/z 87.00 63.86%
03
miz--> 50 100 150 200 250 300
Abundance #253017: Val-Val, N,N'-dimethyl-N-(n-propyloxycarbonyl)
172.0 k
oty oy
1300 10.50 11.00
5000 85.95 39.44%
86.0
43.0 ‘
b ki L 80 2s0
miz--> 50 100 150 200 250 300
Abundance #252999: lle-lle, N-(n-propyloxycarbonyl)-, methyl ester (i B
130.0 172.0 1050 lLOO
m/z 144.00 34.04%
5000 86.0
41.0
H ‘ 225.0
oL ‘Hm i ‘\\M‘ H m MH ‘ ‘M ‘\h“‘ W - “\‘ —_ ‘2‘88"‘0‘ ‘:‘3“74‘-' ‘ /L‘ et
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Tridecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.933 2.40 ng 133273 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Nonanoic acid 158 C9H1802 000112-05-0 55
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 1640 (11.933 min): BF129460.D\data.ms (-1635) (- m/z 72.95 100.00%

73.0
43.0
5000
129.0
192 L
165.0
W ‘ L L bl 2272 2581 =0
01 R T TR Y i m/z 59.95 86.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0
5000 129.0 T
171.0 12.00
‘ 214.0 m/z 43.85  75.69%
O'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
—
12.00
5000 129.0 m/Z 57.05 65.63%
157.0 185.0 213.0 256.0

0 ‘uu‘,‘}‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid —
43.0 73.0 12.00

5000
129.0 242.0
199.0

“ m M‘ HM‘ (ﬂ‘ ul \‘ 17-\1 O\ ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.892 11.78 ng 606325  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 1-Octadecene 252 C18H36 000112-88-9 93
3 Cyclopentadecane 210 C15H30 000295-48-7 92
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 83
Abundance Scan 1973 (13.892 min): BF129460.D\data.ms (-1969) (- m/z 57.10 100.00%
57.1
— ——
{25.1 2340 1350 1400
obbMidy o U 8261wz 43.10 81.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — e
13.50 14.00
m/z 55.05 71.45%
FS'O 252.0
O\\J‘\\‘H\J‘WI‘W‘WJ\\MH“H\‘H‘H“\.H\‘H\:\3‘6\19\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\6\4\‘8\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138521: 1-Octadecene
57.0
— ——
13.50 14.00
5000 m/z 83.10 59.44%
%5.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane “ —
55.0 13.50 14.00
m/z 71.05 55.55%
5000
‘ F5-° 210.0
ol “m“\_Jmumﬂww_ww_Hww_www‘_ S 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05

Operator : CG\JU

Sample : N3894-09

Misc

ALS vial : 19

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Heneicosane Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
14.509 2.74 ng 141063  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octacosane 394 C28H58 000630-02-4 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 4-Methylheneicosane 310 C22H46 025117-29-7 91

Abundance Scan 2078 (14.510 min): BF129460.D\data.ms (-2075) (- m/z 57.10 100.00%

57.1
5000
13.1 ‘14‘50‘ |
0 mu‘u J c“‘]ﬂ‘ bl 2010 2811 34303972 .. 4316 67.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194587: Heneicosane
57.0
5000 ——
14.50
m/z 71.10 62.33%
w | l'H 169.0 2250 296.0
O\\l\\‘\\‘\“‘\\\\\\\\l\l\l\\\\\\\‘\\\\\\\\\\\\\
l | T T I T I T T

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

%

Abundance #298427: Octacosane
57.0
14.50
5000 m/z 85.10 46.10%
13
o d“ (1130 160.0 225.0 281.0 337.0 394.0
““"“"H"‘“w““,u““u‘,“‘w““‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- —— ‘
57.0 14.50
m/z 55.10 24.04%
- ‘Vﬁ\wathN\JWWVLAJ\
169.0
oL L1590 2280 ze50 3510 ato o
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05

Operator : CG\JU

Sample : N3894-09

Misc

ALS vial : 19

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13-Tetradecen-1-o0l acetate Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
14.539 2.10 ng 107824  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 90
2 Cyclopentadecane 210 C15H30 000295-48-7 89
3 1-Heneicosanol 312 C21H440 015594-90-8 83
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 80
5 1-Pentadecanethiol 244 C15H32S 025276-70-4 64

Abundance Scan 2083 (14.539 min): BF129460.D\data.ms (-2080) (- m/z 83.10 100.00%
43.1 83.1
5000 waMkJMMMM\J\/AAWVAW
251 LT ‘
| h 001 2401 2041 3432 14.50
0L “h 1 ;m un\‘m\ Il ‘\\ ‘\ ‘h‘\ ‘m rj 1 ‘w‘\ i M mw‘ e m/z 97.10 97.85%
m/z--> 50 100 150 200 250 300 350
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
5000 —— :
14.50
250 m/z 55.05 96.57%
oL L M» 70280 2380
miz--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
L \
14.50
5000 97.0 m/z 43.18  95.24%
L e 20
ol “H“ ““‘
m/z--> 50 100 150 200 250 300 350
Abundance #215085: 1-Heneicosanol T
57.0 970 14.50
' m/z 69.10 68.67%
5000
294.0
ARTR IR SNARCTE=T N . -
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Oxirane, heptadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.974 6.69 ng 348020  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 96
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Hexadecanal 240 C16H320 000629-80-1 91
5 Tetracosanal 352 (C24H480 057866-08-7 90
Abundance Scan 2157 (14.974 min): BF129460.D\data.ms (-2153) (- m/z 57.10 100.00%
57.1
96.1
5000
15.00
278.1 :
ol ALY H‘ Loy “1‘8‘0‘1 221 2i0n 334 w/z 43.10  86.68%
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
5000 T
15.00
m/z 82.05 79.86%
24.0
| H‘ L 166.0 222.0 264.0
O ‘1 ‘\“\H\‘\ “\‘\}\“‘\\h\‘\i\‘\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #158568: Octadecanal
43.00 82.0
—
15.00
5000 m/z 55.05 62.59%
24.0
LT s P00
0 S i S
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl- —
43.0 82.0 15.00
m/z 96.10 59.42%
5000
24.0
0 l ‘\ L “‘ “\ :!'660 20w8(w) %590
et ——
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF072522.M Mon Aug 01 15:14:29 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 3-Octadecene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.221 5.81 ng 301816  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 94
2 9-Octadecene, (E)- 252 C18H36 007206-25-9 93
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 93
4 E-7-Octadecene 252 C18H36 1000130-92-0 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 2199 (15.221 min): BF129460.D\data.ms (-2194) (- m/z 57.10 100.00%
57.1

DIf.
252.1
| 1500 1550
ol N‘w\‘l‘ﬁ'%‘???'& !“ e M5y 43,10 96.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138525: 3-Octadecene, (E)-
59.0
5000 —r —
15.00 15.50
m/z 55.00 86.86%
25.0
OZQ\Q “\“ ]~ + %\6\8\0\ T \2\5“2\0\ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #138524: 9-Octadecene, (E)-
55.0
— —
15.00 15.50
5000 m/z 83.10 81.59%
11.0
oLl sae 20
m/z--> 50 100 150 200 250 300 350 400

Abundance  #311253: Pentafluoropropionic acid, octadecyl ester T
57.0 15.00 15.50

- I M\A
| ‘H\‘ 111540 209025202970 398.0

ok e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF072522.M Mon Aug 01 15:14:30 2022

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Benzo[e]pyrene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.427 2.58 ng 134210  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Perylene 252 C20H12 000198-55-0 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 2234 (15.427 min): BF129460.D\data.ms (-2231) (-} | m/z 252.10 100.00%
1

252.
5000

A
55.0 1231 201.0 300.1 150
ot il 2010, 3001 3981 4190 s 25e.10  29.28%
miz--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 L
15.50

m/z 253.10  20.14%

125.0
740 | 200.0, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene
252.0

o

15.50
5000 m/z 125.10 15.99%
125.0
0 170 74.0 ‘“ 200.0, |

I B e B A B I B e e e e S

m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: Benzo[k]fluoranthene T
252.0 15.50

m/z 126.00 9.90%

5000
126.0
74.0 ‘MM 200.0, |

T e
miz--> 50 100 150 200 250 300 350 400 15.50

8270-BF072522.M Mon Aug 01 15:14:30 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 7
R.T. EstConc Area Relative to ISTD R.T.
15.762 8.93 ng 464165 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
2 1,19-Eicosadiene 278 C20H38 014811-95-1 95
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Octacosanal 408 (28H560 022725-64-0 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 2291 (15.762 min): BF129460.D\data.ms (-2287) (- m/z 57.10 100.00%

57.1
5000

T
15.50 16.00

ob— a4l m“‘ms‘sl 23602821 3342 3903 ./, 43.65 93.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0
5000 —— .
29. 15.50 16.00

m/z 82.05 84.98%

O T \‘\‘ “" ‘\U‘ m“]\‘“\ “‘\ “‘ \‘\]-19\‘4.“(\)\‘ \‘\2“6\l4;.(\)\ ‘ LI ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene
55.0

T
15.50 16.00

5000 m/z 55.10 68.93%
9.0
SERERD NN NUWEL I T N
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl- —— —
82.0 15.50 16.00

m/z 96.10  58.20%

5000| g ¢ QAWVWVVRJKMKMNJAMI
\H\H\ I H\‘ 380 1940 250.0

oL A — e
miz--> 50 100 150 200 250 300 350 400 15.50 16.00

8270-BF072522.M Mon Aug 01 15:14:31 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Dotriacontane, 1-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.998 18.19 ng 945552  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 90
Abundance Scan 2331 (15.998 min): BF129460.D\data.ms (-2326) (- m/z 57.05 100.00%
57.0
T
| ]1 169.2217.1266.1 100
ol nu‘i‘\_w” e AL m/z 71.10  65.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 IR
16.00
m/z 43.10 59.66%
0 \\‘l\ { “ \h‘\]ﬂ‘ ”‘\“\‘\‘%\6\9\0\‘2\2\5\\0‘\\2\96‘\0\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
——
16.00
5000 m/z 85.10 49, 28%
ol 4] ‘ m | 18902250 29503510 449
R o e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262011: Pentacosane T
57.0 16.00
m/z 55.10 21.12%
- JJU\R\AA«
0 | ‘ ‘ h ‘hlw‘ n‘ I \6199l2250 281.0 352.0
A B AL B S ——
m/z--> 50 100 150 200 250 300 350 400 450 16.00

8270-BF072522.M Mon Aug 01 15:14:32 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05

Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

¢ Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
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 1-Hexacosene

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.092 4.81 ng 249814  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 Heptacos-1-ene 378 C27H54 015306-27-1 95
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 Octacosanol 410 C28H580 000557-61-9 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 2347 (16.092 min): BF129460.D\data.ms (-2341) (- m/z 57.10 100.00%
57.1
- T A/\Lk
s
281.1 .
oLl “J‘Hw”\ b M s m e ‘”‘35‘51 429wz 4310 85.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
5000 11.0 _— :
16.00
m/z 55,10  79.81%
0 \‘\ 1 ‘ ‘H‘ ‘\ \ \‘\ \\670 238.0 292.0 364.0
\\‘\\\‘ \\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #286432: Heptacos-1-ene
57.
T \
16.00
5000 11.0 m/z 69.18  77.20%
378.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene T
57.0 16.00
m/z 83.10 75.17%
- | 4M¢ﬂwww/\f\wA@meAM
A
ol LA, H‘\H e ot ol ——
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF072522.M Mon Aug 01 15:14:32 2022 15
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF072922\

Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS vial : 19

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: 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 13 Nonadecane Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
16.515 3.05 ng 158297  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 86
3 Docosane 310 C22H46 000629-97-0 78
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 64
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 64

Abundance Scan 2419 (16.515 min): BF129460.D\data.ms (-2416) (- m/z 57.10 100.00%
57.1
e M
1650 |
1271 .
241.2 294.0
o“J"hﬁw\umJ¢E?%°vw“ o AL0s8T2 L hyz 7110 62.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158600: Nonadecane
57.0
5000 — ‘
16.50
m/z 85.05 54.09%
O\“\“”‘\”‘\]ﬁ“\”\‘\\“\6\9\()\’\\\\%?\8\()\’\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
T \
16.50
5000 m/z 43.10 50.72%
LT 1090 20 sen0 ssr0 M
A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212281: Docosane T ‘
57.0 16.50
m/z 55.05 21.00%
h M
0 \‘ L ”\ bl J3\0\1xego 225.0 310.0
A ——
m/z--> 50 100 150 200 250 300 350 400 450 16.50

8270-BF072522.M Mon Aug 01 15:14:34 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.821 8.70 ng 452200  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 99
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 95
3 Octadecanal 268 C18H360 000638-66-4 93
4 Hexacosanal 380 C26H520 026627-85-0 91
5 Eicosanal- 296 (C20H400 002400-66-0 90
Abundance Scan 2471 (16.821 min): BF129460.D\data.ms (-2466) (-) ' m/z 57.05 100.00%
57.0
2000 MJL\/
10.1 — —
‘ ‘ m ‘ 66. \ 16.50 17.00
ol A AALLL 1661 2221 2800 3851 418% T3 15 8o pgy
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
558.0
5000 — e
16.50 17.00
m/z 82.10 76.25%
i
ol LAlbhll,, 180022802780
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl-
82.0
— —
16.50 17.00
50001 29 m/z 96.10 62.45%
UL 1900 2500
oLy hhhm“u:u‘wuu‘p““““,‘u““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #158566: Octadecanal “ T
43.0 16.50 17.00
m/z 55.05 61.59%
B i ‘/L\/\\Jﬂ
oLt \\ Lsebseomon e
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF072522.M Mon Aug 01 15:14:36 2022 Page: 17



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF072922\

Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS vial : 19

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Tetratetracontane Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
17.127 9.12 ng 474228  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 2523 (17.127 min): BF129460.D\data.ms (-2519) (- m/z 57.10 100.00%
57.1

5000

?

ﬂ1]2711972 281.1 385.1 17.00 17.50
0‘w,‘H‘w‘wW‘wm‘w‘mwwawwm m/z 71.10 62.07%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — ——
17.00 17.50
m/z 43.10 49.76%
o ML 19702670570 4070 40105620

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

%

Abundance #298427: Octacosane
57.0
17.00 17.50
5000 ITI/Z 85.10 47 .25%
ol L ||127.0197.0 281.0  394.0
_‘H,HH‘HH‘H‘wH‘WH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane T ——
57.0 17.00 17.50
m/z 55.10  19.62%
h JUJLA
o L1111 1770197.0267.0338.0
_‘HV‘H_‘H‘HH‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00 17.50

8270-BF072522.M Mon Aug 01 15:14:37 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 (S,E)-8,12,15,15-Tetramethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.233 90.67 ng 4713500  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (S,E)-8,12,15,15-Tetramethyl-4-m... 272 C20H32 386223-19-4 66
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 53
3 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 49
4 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 49
5 1-Naphthalenecarboxylic acid, de... 316 C21H3202 001235-39-8 46
Abundance Scan 2541 (17.233 min): BF129460.D\data.ms (-2532) (- m/z 204.15 100.00%
204.2
5000 /\
—— —
393.4440 1 17.00 17.50
0! m/z 135.05 69.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163988: (S,E)-8,12,15,15-Tetramethyl-4-methylenebicyc
133.0 257.0
41.0
5000 —— —
17.00 17.50
189.0 m/z 69.10 61.32%
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
o o
17.00 17.50
5000 m/z 121.05 59.63%
95.0
147.
41.0 ‘ r
OJN‘(l|
m/z--> 50 100 150 200 250 300 350 400
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di — =
204.0 17.00 17.50
41.0 m/z 133.08  53.68%
5000 3.0
ik
AN ) e
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BF072522.M Mon Aug 01 15:14:38 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 unknownl7.568 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.568 11.49 ng 597345 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,1-Trifluoro-4-(2-furyl)-4-hy... 206 C8H5F303 015788-03-1 25
2 1,6-Dihydropyridazine-3-carboxyl... 273 C13H8FN303 1000304-05-0 22
3 p-Camphorene 272 C20H32 020016-72-2 22
4 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 18
5 1,4-Dimethyl-7-(prop-1-en-2-yl)d... 222 C15H260 021698-41-9 14

Abundance Scan 2598 (17.568 min): BF129460.D\data.ms (-2593) (- m/z 95.00 100.00%
95.0 241.2

41 147.0
5000

-

T \
17.50

m/z 69.10  94.93%

0,
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #83212: 1,1,1-Trifluoro-4-(2-furyl)-4-hydroxy-3-buten-2-o
95.0

N

5000 206.0
39.0

T \
17.50

m/z 241.15 92.07%

' \hL | 149.0

[T T T [T T T T T T T T [T T T T[T T T T T[T

miz-> 0 50 100 150 200 250 300 350 400
Abundance #164479: 1,6-Dihydropyridazine-3-carboxylic acid, 5-cyar

o

B

95.0
T \
9730 17.50
5000 ’ m/z 109.10 81.21%
44.0 145.0
0 W‘ i bl L2990 ‘\‘ A
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #163949: p-Camphorene T I
69.0 17.50
m/z 229.15 80.10%
5000
‘1r90 229.0
o‘“MmWJWJwLMAﬁﬁE§PV“L‘@‘M‘,““‘H“““‘ el
m/z--> 0 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 .beta.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.686 4.11 ng 213791  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 91
2 Campesterol 400 C28H480 000474-62-4 50
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 38
4 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 38
5 26-Hydroxycholesterol 402 C27H4602 013095-61-9 35

Abundance Scan 2618 (17.686 min): BF129460.D\data.ms (-2612) (- m/z 43.10 100.00%
3.1

43,
5000 i 145.0

199.2 255.2

3293 3964

T T
17.50 18.00

0 m/z 55.10  55.66%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0

5000 — e
17.50 18.00

m/z 41.10 54.91%

2
QI
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #302693: Campesterol
43.0

T T
17.50 18.00

5000 50 ITI/Z 95.10 50.67%
145.0 213.0 2890 400.0
ol— L“ "h‘ :
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol — —
43.0 17.50 18.00

m/z 107.10  48.49%

5000 5.0
213.0 303.0
I ,“u “mh M U ‘hu \“‘\2@5’\7'? L ‘;354'0 L Mx ‘

of— LTNTHN o AU B vdies N A A —
miz—> 0 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 unknownl8.074 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.074 8.99 ng 467491  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Adipic acid, monoanide, N-methyl... 277 C16H23NO3 1000324-56-3 25
2 2-(4-Nitrophenoxy)-N-(3-pyridiny... 273 C13H11N304 1000486-50-2 25
3 Furan-2-carboxamide, N-ethyl-N-(... 229 C14H15N0O2 1000308-20-3 25
4 Corymbolone 236 C15H2402 097094-19-4 18
5 Bicyclo[2.2.2]octane, 1-iodo- 236 C8H13I 000931-98-6 15
Abundance Scan 2684 (18.074 min): BF129460.D\data.ms (-2680) (- m/z 109.10 100.00%
109.1
234.2
55.1
5000 159.1
T
18.00
0 m/z 69.10 88.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #169668: Adipic acid, monoanide, N-methyl-N-phenyl-, p
107.0
5000 — :
18.00
218.0 m/z 95.18  85.52%
55.0 ’ ‘171.0 \ 277.0
O \\\\”“\\‘\‘\l[“TT‘T‘\“f\‘\{‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #164400: 2-(4-Nitrophenoxy)-N-(3-pyridinyl)acetamide
107.0
T
18.00
5000 273.0 m/z 107.05 75.90%
39.0 152.0
olbbih LU L 150 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #110411: Furan-2-carboxamide, N-ethyl-N-(3-methylpher —— ‘
95.0 18.00
229.0 m/z 119.00  67.13%
- wwb
AT .
m/z--> 50 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.292 8.58 ng 445913 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
4 1,22-Docosanediol 342 C22H4602 022513-81-1 86
5 Hexacosanal 380 C26H520 026627-85-0 74
Abundance Scan 2721 (18.292 min): BF129460.D\data.ms (-2716) () ' m/z 57.10 100.00%
57.1
ﬂ PR
66 1 222 2 278.1 N .
0 | ‘Mﬂw% b 2781333 446 L 43.10 70.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
D6.0
5000 — —
18.00 18.50
m/z 82.85 70.45%
222 0
O\lll“s‘ZIOl
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
—— —
18.00 18.50
5000 m/z 83.10 53.01%
|15y
0 H\"\H‘H‘H \\ \\ “M \hi i \‘w \91%??9 [T
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- 7 T
82.0 18.00 18.50
m/z 96.10 50.21%
N NK/VJ\A4¥
u I FB0 1040 2640
(AR NUL T B8 o A S — ——
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50

8270-BF072522.M Mon Aug 01 15:14:41 2022 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129460.D

Acq On : 30 Jul 2022 01:05
Operator : CG\JU

Sample : N3894-09

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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-... 5.110 2.7 ng 137222 1 6.881 1026540 20.0
unknown10.639 10.639 2.7 ng 179359 3 9.922 1350860 20.0
Tridecanoic acid 11.933 2.4 ng 133273 4 11.416 1109940 20.0
Pentadecafluoro... 13.892 11.8 ng 606325 5 14.063 1029000 20.0
Heneicosane 14.509 2.7 ng 141063 5 14.063 1029000 20.0
13-Tetradecen-1... 14.539 2.1 ng 107824 5 14.063 1029000 20.0
Oxirane, heptad... 14.974 6.7 ng 348020 6 15.557 1039680 20.0
3-Octadecene, (E)- 15.221 5.8 ng 301816 6 15.557 1039680 20.0
Benzo[e]pyrene 15.427 2.6 ng 134210 6 15.557 1039680 20.0
1,19-Eicosadiene 15.762 8.9 ng 464165 6 15.557 1039680 20.0
Dotriacontane, ... 15.998 18.2 ng 945552 6 15.557 1039680 20.0
1-Hexacosene 16.092 4.8 ng 249814 6 15.557 1039680 20.0
Nonadecane 16.515 3.0 ng 158297 6 15.557 1039680 20.0
Oxirane, hexade... 16.821 8.7 ng 452200 6 15.557 1039680 20.0
Tetratetracontane 17.127 9.1 ng 474228 6 15.557 1039680 20.0
(S,E)-8,12,15,1... 17.233 990.7 ng 4713500 6 15.557 1039680 20.0
unknownl17.568 17.568 11.5 ng 597345 6 15.557 1039680 20.0
.beta.-Sitosterol 17.686 4.1 ng 213791 6 15.557 1039680 20.0
unknownl18.074 18.074 9.0 ng 467491 6 15.557 1039680 20.0
Octadecanal 18.292 8.6 ng 445913 6 15.557 1039680 20.0
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