LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF129244.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.145 483 486 496 rVB 107964 133609 1.61% 0.216%
2 5.522 544 550 553 rBV 6913743 7023189 84.59% 11.335%
3 6.522 714 720 723 rBV 6169153 7236047 87.16% 11.679%
4 6.892 780 783 787 rVB 1764526 1575031 18.97%  2.542%
5 7.457 874 879 882 rBV 4435820 4767075 57.42% 7.694%
6 8.175 997 1001 1005 rBV 2207395 2145337 25.84% 3.462%
7 9.257 1179 1185 1188 rBV 8231381 8302317 100.00% 13.400%
8 9.586 1236 1241 1247 rBV2 70715 99555 1.20% 0.161%
9 9.904 1290 1295 1297 rBV2 77793 91270 1.10% 0.147%
10 9.933 1297 1300 1304 rVB 2689006 2367728 28.52%  3.821%

11 10.245 1348 1353 1356 rBvV2 73187 147110 1.77%
12 10.727 1430 1435 1438 rBV 5656562 5241212 63.13%
13 10.833 1450 1453 1461 rVB4 71548 123669 1.49%
14 11.427 1550 1554 1556 rBV 2568169 2364142 28.48%

O wWo® W
N
[
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B

15 11.445 1556 1557 1560 rVV 580124 463961 5.59% 749%
16 11.498 1564 1566 1568 rVB 145293 119934  1.44%  0.194%
17 11.810 1616 1619 1621 rBV 346548 325343 3.92% ©.525%
18 11.945 1640 1642 1645 rBV2 300176 316492 3.81% ©.511%
19 12.651 1759 1762 1771 rVB 1290607 1567613 18.88% 2.530%
20 12.874 1797 1800 1803 rVB 1086834 869210 10.47% 1.403%
21 13.016 1819 1824 1827 rVB 7733112 7717118 92.95% 12.455%
22 13.086 1832 1836 1840 rVB2 64335 106211 1.28% 0.171%
23 13.198 1853 1855 1857 rVB 106943 86295 1.04% 0.139%
24 13.227 1857 1860 1863 rBV 113932 90444  1.09% 0.146%
25 13.574 1915 1919 1925 rBV 177471 206747 2.49% ©.334%
26 13.704 1937 1941 1947 rVB 80825 96317 1.16% 155%

27 13.898 1972 1974 1979 rVB2 307482 296517  3.57%
28 14.068 1998 2003 2005 rBV2 1810304 1837759 22.14%

OO NOO
Xe]
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R

29 14.092 2005 2007 2013 rVB 393757 354808 4.27% 573%
30 14.157 2015 2018 2025 rVB2 188788 250560 3.02% 404%
31 14.215 2025 2028 2032 rBV 391005 329734  3.97% ©.532%
32 14.521 2077 2080 2084 rBV 409034 353344 4.26% 0.570%
33 14.833 2129 2133 2138 rVB 264960 288265 3.47%  0.465%
34 14.986 2155 2159 2163 rVB 151712 161476 1.94% 0.261%
35 15.115 2177 2181 2185 rBV 271601 436674 5.26% 0.705%

36 15.174 2188 2191 2197 rVB 311230 377224  4.54% 0.609%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.427 2230 2234 2240 rVB 174601 232604 2.80% 0.375%
38 15.492 2241 2245 2251 rVB 239324 302684 3.65% 0.489%
39 15.557 2251 2256 2268 rVB 1150417 1608848 19.38% 2.597%
40 15.774 2290 2293 2298 rVB4 61260 83835 1.01% 0.135%
41 16.009 2328 2333 2343 rBV 336819 535713 6.45% 0.865%
42 16.533 2417 2422 2428 rVB 74551 126229 1.52% 0.204%
43 17.051 2505 2510 2520 rVV2 116032 235444  2.84%  0.380%
44 17.139 2520 2525 2533 rVB 94938 196569 2.37% 0.317%
45 17.509 2583 2588 2597 rVB 104862 216197 2.60%  0.349%

46 18.709 2790 2792 2804 rVB7 59170 152436 1.84% 0.246%

Sum of corrected areas: 61959896
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16

Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
8000000

TIC: BF129244.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16

Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.810  2.75ng 325343  Phenanthrene-dio 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98

005129-60-2 96
007132-64-1 91

2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402
3 Pentadecanoic acid, methyl ester 256 C16H3202

4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 72
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 72
Abundance Scan 1619 (11.810 min): BF129244.D\data.ms (-1616) (- m/z 74.00 100.00%
74.0
5000
43.1
e o
143.0 1918 2272 11.50 12.00
M“ A gL | | | 2558 9
Obrrrrererbpll bt Ly L LSRR miz 87.00 71.37%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 M e
43.0 11.50 12.00
143.0 m/z 43.10  32.76%
H\‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\’HH’HH’HH’HH’HH’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
74.0
P e
11.50 12.00
5000 43.0 m/z 41.10  25.15%
0 111.0 1430 185.0 227.0 270.C
LR R LR LR o R SERE R
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143573: Pentadecanoic acid, methyl ester — —
74.0 11.50 12.00
m/z 55.10 24.92%
5000
43.0
143.0
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.945 2.68 ng 316492  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 84
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 42
5 n-Decanoic acid 172 C10H2002 000334-48-5 35
Abundance Scan 1642 (11.945 min): BF129244.D\data.ms (-1640) (-} ' m/z 73.00 100.00%
43.1 73.0
5000
—
‘ ‘ 12.00
ow“mm m/z 43.18  90.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.0 195 02130 256.0 m/z 60.00 87.73%
0 ‘HH“}‘HH\H \HM\“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
—
43.0 12.00
5000 129.0 m/z 57.10 69.59%
171.0
214.0
99.0
O el e R bl e bt b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid T
73.0 12.00
43.0 m/z 55.05 66.82%
5000
129.0
185.0 228.0
99.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.574 2.25 ng 206747  Chrysene-di2 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tetracosane 338 C24H50 000646-31-1 83
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 83
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 83
5 4-Methylheneicosane 310 C22H46 025117-29-7 80
Abundance Scan 1919 (13.574 min): BF129244.D\data.ms (-1915) (- m/z 57.10 100.00%
57.1
99.0 L ‘
13.50
41.0 246.1
ol i ““ L 3401760210 1200 3033 7165 69.02%
miz--> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 — :
13.50
m/z 43.10 65.94%
‘ 99.0 141.0 240.0
01\5\0‘\ ‘\‘ ‘“\ ‘1‘ \“‘\H“ \“ —— ."\]‘\-8\‘3\'0‘ T }.‘ L B
miz-> 50 100 150 200 250 300
Abundance
57.0
T T
13.50
5000 m/z 85.10 50.60%
0 141.0 183.0 225.0 267.0 338.!
T e
m/iz--> 50 100 150 200 250 300
Abundance #176392: Nonadecane, 2-methyl- —r ‘
57.0 13.50
m/z 41.10 25.60%
5000
99.0
AENEDVUNNECLE T SR -
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16

Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Hexacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.898 3.23 ng 296517  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1974 (13.898 min): BF129244.D\data.ms (-1972) (- m/z 57.10 100.00%
57.1
6.0 — —
234.0 13.50 14.00
41.0
ol b u“‘w‘“‘ LiA01821 T 2783 3301y, 7116 63.67%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — ——
13.50 14.00
9.0 m/z 43.10 62.54%
ol .|| 141018302250267.0300.0 367
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
13.50 14.00
5000 m/z 85.05 46.72%
0
0 141.0 183.0 225.0 267.0 338.0
e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T T
57.0 13.50 14.00
m/z 41.10 23.62%
5000
9.0
050 | L0000 200
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16

Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Triphenylphosphine oxide Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.157 2.73 ng 250560  Chrysene-di2 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 91
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 56
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 49
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 43
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2 299962-12-2 38

Abundance Scan 2018 (14.157 min): BF129244.D\data.ms (-2015) (-]  m/z 277.10 100.00%
277.1
5000
77.0 2010
1. T s
39# 115 015‘2-0 ‘ H 14.00 14.50
ol b b 885z 278,10 29.96%
miz--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T o
152.0 14.00 14.50
m/z 77.00  29.38%
‘ 95.0
0 \‘\ ‘\ ‘\ l“\“\‘”‘\ \““\‘\””h\“\ ““‘\ }h\“\ }‘\ L
miz--> 50 100 150 200 250 300 350
Abundance
277.0
— —
14.00 14.50
5000 m/z 201.00 20.21%
77.0 183.0
131.0
N
m/z--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5- e T
277.0 14.00 14.50
m/z 183.00  19.83%
5000
77.0 183.0
0 39# (- ‘]‘.2‘?‘0 \‘“‘ Il ‘\‘ H\ 228.0 =Y
o e B B o ke A
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.216 3.59 ng 329734  Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2028 (14.215 min): BF129244.D\data.ms (-2025) (-} | m/z 57.10 100.00%

57.1
5000

—
14.00 14.50

- \L“ A “\ J %‘4“19 20002441 2951 3560 17 71.05  65.47%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
14.00 14.50

m/z 43.05 63.00%

| \ | F ‘1410183022502670 323.0 380.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0

—
14.00 14.50

o

5000 m/z 85.05 46.37%
0 15.0 po.0 141.0 212.0
A e N BRI e A
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 14.00 14.50

m/z 55.05 22.17%

o M

ol L ‘\J1419;8302250 281.0 337.0 394.
L S8 ede.) 2810 3370 394 —— —

m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.521 3.85 ng 353344  Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
Abundance Scan 2080 (14.521 min): BF129244.D\data.ms (-2077) (-} ' m/z 57.10 100.00%
57.1
" m
9.0 T \
14.50
41 1 242 1
ok “M L “ 4111831 29712853 3390 m/z 71.85 63.71%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — :
14.50
m/z 43.10 61.08%
ol \ || ‘\ ] ;41 0183.0225.0267.0 323.0 380.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
14.50
5000 m/z 85.05 46.48%
99.0
o 141.0183.0225.0 281.0 337.0 394
e B A B e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T I
57.0 14.50
m/z 55.10 23.54%
- \“WAMMWMAAMHWWMAWMA
ol ‘L‘ 1 M | 141:0183.0225.0267.0300.0 367.0
L ama L i e —
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\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.833 3.58 ng 288265 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2133 (14.833 min): BF129244.D\data.ms (-2129) (- m/z 57.05 100.00%
57.0
- m
— —
‘ \ 70 141.1183.1224.1 281.0 1450 1500
ob AL L3 183.12241 26103269 m/z 71.10  64.98%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — =
14.50 15.00
m/z 43.05 63.25%
oLy I} H ] 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
14.50 15.00
5000 m/z 85.10 47 .26%
99.0
0 141.0183.0 995 g 338.0
T T
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T T
57.0 14.50 15.00
m/z 55.00 22.00%
- M
oL || |07 141018302250 2680
e R e e P e
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Hexacosanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.986 2.01 ng 161476  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 90
2 Octadecanal 268 C18H360 000638-66-4 87
3 Tetracosanal 352 (C24H480 057866-08-7 87
4 Eicosanal- 296 C20H400 002400-66-0 87
5 Heptadecanal 254 C17H340 1000376-70-0 83
Abundance Scan 2159 (14.986 min): BF129244.D\data.ms (-2155) (- m/z 57.00 100.00%
57.0
96.0
5000
o
37.0 207 0 :
ok \\““‘\‘\‘““ m“‘muw“ b Do ?7%'}‘ o ‘3‘6‘2:4‘ . m/z 43.18 93.02%
miz--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal
57.0
96.0
5000 T
15.00
m/z 82.00  79.36%
362.0
O T ‘\ ‘\“‘\ \“\‘ ‘H“ﬂ(\ “\ “ \1\8\0\0‘ T \2\5?\0\ \\30‘6\.(\)\‘\ ‘ \‘\ T
miz--> 50 100 150 200 250 300 350
Abundance
43.0 82.0
—
15.00
5000 m/z 55.05 59.47%
123.0
0 166.0 222.0 268.0
e e e W A e e
m/z--> 50 100 150 200 250 300 350
Abundance #262002: Tetracosanal —
57.0 15.00
m/z 83.05 56.88%
o MUM/\W
oL iRl \H 77 18002220 2780 3
““““ I s e —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Octacosane, 1-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.174 4.69 ng 377224  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 2191 (15.174 min): BF129244.D\data.ms (-2188) (- m/z 57.05 100.00%

57.0
5000

—
15.00 15.50

oHJwH “m%‘??‘l‘,‘H???‘l”,”‘375,’?’9”,””,‘ m/z 71.10  66.87%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #340844: Octacosane, 1-iodo-
57.0
5000 - —
15.00 15.50

m/z 43.10 62.11%

N M\MG‘ 0 2250 281.0 3370 3930
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0

—
15.00 15.50

o

5000 ITI/Z 85.10 47 .61%
113.0
0 169.0 225.0 2950 367.0
e T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- —— —
57.0 15.00 15.50

m/z 55.00 24.92%

- RW“A“NAMWWRM»””“WJkM

ol M | 10902250 2950 3510 449
AL PP 2250 2050 3510 440 S
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.427 2.89 ng 232604  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2234 (15.427 min): BF129244.D\data.ms (-2230) (- m/z 252.10 100.00%

252.1
5000
125.0

T ECW i L9088l 4290 /7 25e.10  29.51%

m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo|[e]pyrene
252.0
5000

m/z 253.10  20.28%

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

o

o

15.50
5000 m/z 125.00 16.22%
126.0
026. 74.0 200.0
I B e e e L B A IR
m/z--> 50 100 150 200 250 300 350 400
Abundance #138558: Benzo[a]pyrene —
252.0 15.50

m/z 126.00  13.66%

5000
126.0
0 740 | ‘H 198.0

m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Heneicosane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.009 6.66 ng 535713  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2333 (16.009 min): BF129244.D\data.ms (-2328) (- m/z 57.05 100.00%
57.0
5000 LL
13.1 EI.G‘Od |
T 169.2 266.1 :
0l H | wm‘ [, 1092219.0 2001 3420 4150 .0 7110 64.56%
miz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 = ‘
16.00
m/z 43.10 60.06%
0 ‘ \L‘ uh\ \h\ h‘ \\ | 169 0 225.0 295.0 367.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
T \
16.00
5000 m/z 85.05 48.59%
113.0
0 169.0 2250 296.0
e e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- — ‘
57.0 16.00
m/z 55.00 21.33%
- J\‘\/\%L
N ‘L “\\ 77 1690 2250 gg10 3650
e ‘“H““““““_““““““W“ e
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16

Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters:

LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Tetracosane, 11l-decyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.139 2.44 ng 196569  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 68
2 Eicosane 282 C20H42 000112-95-8 68
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 68
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 68
5 Hexacosane 366 C26H54 000630-01-3 68

Abundance Scan 2525 (17.139 min): BF129244.D\data.ms (-2520) (- m/z 57.10 100.00%

57.1
5000

278.1 — —

h \ 13.0 17.00 17.50
ol A
T

169.0 :
0 “ bk 7 ‘““2%7”1“”‘\wm?’?f?‘lw_w m/z 71.10  56.53%

m/z--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl-
57.0

5000 T ——
17.00 17.50
m/z 43.10 54.57%
O T T ““ \“\ ‘ \“ \“\ \‘ ‘J-‘\G\g \0\ ‘2\2\5’\ \0‘ T \2\9\4.‘ \0\33\7\ ‘0\:3\8\0\0‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— —
17.00 17.50
5000 m/z 85.00 46.70%
o 1130 169.0 2250 282.0
R Tl T LA B A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl- T T
57.0 17.00 17.50

m/z 55.00  22.23%

. WW\MWM
[

13.
oL LT 18205050 2810 370

T T
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129244.D

Acqg On : 15 Jul 2022 18:16
Operator : CG\JU

Sample : N3731-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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|
Hexadecanoic ac... 11.810 2.8 ng 325343 4 11.427 2364140 20.0
n-Hexadecanoic ... 11.945 2.7 ng 316492 4 11.427 2364140 20.0
Heptadecane 13.574 2.3 ng 206747 5 14.068 1837760 20.0
Hexacosane 13.898 3.2 ng 296517 5 14.068 1837760 20.0
Triphenylphosph... 14.157 2.7 ng 250560 5 14.068 1837760 20.0
Heptacosane 14.216 3.6 ng 329734 5 14.068 1837760 20.0
Octacosane 14.521 3.9 ng 353344 5 14.068 1837760 20.0
Tetracosane 14.833 3.6 ng 288265 6 15.557 1608850 20.0
Hexacosanal 14.986 2.0 ng 161476 6 15.557 1608850 20.0
Octacosane, 1-i... 15.174 4.7 ng 377224 6 15.557 1608850 20.0
Benzo[e]pyrene 15.427 2.9 ng 232604 6 15.557 1608850 20.0
Heneicosane 16.009 6.7 ng 535713 6 15.557 1608850 20.0
Tetracosane, 11... 17.139 2.4 ng 196569 6 15.557 1608850 20.0
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