LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127380.D

Acqg On : 17 Mar 2022 17:16
Operator : CG\JU

Sample : N1943-05

Misc :

ALS Vvial : 15 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-BF031022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127380.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.116 477 481 487 rBV 29063 38619 1.47% 0.218%
2 5.499 541 546 567 rBV 2423134 2497694 94.88% 14.103%
3  6.504 712 717 733 rBV 2392750 2632394 100.00% 14.863%
4 6.863 775 778 782 rBV 791783 662376 25.16%  3.740%
5 7.434 870 875 878 rBV 1826047 1725927 65.56% 9.745%

6 8.151 993 997 1000 rBV 896745 838055 31.84% 4.732%
7 9.228 1174 1180 1183 rBV 2754694 2574078 97.78% 14.534%
8 9.486 1220 1224 1231 rBV 24408 27876  1.06%
9 9

0.157%

.904 1292 1295 1307 rVB 1043408 914920 34.76% 5.166%

10 10.698 1426 1430 1438 rBV 1452259 1266320 48.11% 7.150%

11 11.398 1545 1549 1553 rBV ~ 915597 761613 28.93% 4.300%

12 11.775 1610 1613 1619 rVB 117510 91252 3.47% 0.515%

13 12.480 1727 1733 1741 rBV2 147020 155167 5.89% 0.876%

14 12.569 1745 1748 1752 rW 78836 61456 2.33% ©0.347%
9.

15 12.980 1814 1818 1822 rBV 1816037 1659591 63.04%

16 13.969 1980 1986 1988 rBV6 23997 41517 1.58%
17 14.004 1989 1992 1995 rW 83636 106372 4.04%
18 14.045 1995 1999 2010 rVB 662853 627596 23.84%

OCOoOWO®
Ul
B
B
R

19 14.492 2072 2075 2078 rVB 54822 45525 1.73% 257%
20 14.874 2137 2140 2149 rVB 36941 38957 1.48% 220%
21 14.951 2149 2153 2157 rBV 61329 63371 2.41% 0.358%
22 15.139 2181 2185 2189 rVB 81926 83203 3.16% 0.470%
23 15.533 2247 2252 2268 rVB 339227 469922 17.85% 2.653%
24 15.733 2281 2286 2292 rBV 102355 143246 5.44% 0.809%
25 15.827 2295 2302 2303 rBvV7 16757 35575 1.35% 0.201%
26 15.963 2321 2325 2332 rVB 57262 86285 3.28% 0.487%
27 16.774 2459 2463 2472 rVB9 15969 32332 1.23% 0.183%
28 17.074 2510 2514 2522 rVB6 13480 29355 1.12% 0.166%
Sum of corrected areas: 17710594
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127380.D

Acqg On : 17 Mar 2022 17:16
Operator : CG\JU

Sample : N1943-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127380.D\data.ms
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Abundance TIC: BF127380.D\data.ms
9.228
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Abundance TIC: BF127380.D\data.ms

2500000

2000000

1500000

1000000

14.045
500000 15.533

¥ 14.492 1437955-1u15;7535i5§63 16.774 17.074
0 T ] \W' T B S B B B B r_\*'_‘_\v"%\'\\—/\\ (R B — T T 1 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-BF031022.M Fri Mar 18 14:58:48 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127380.D

Acqg On : 17 Mar 2022 17:16
Operator : CG\JU

Sample : N1943-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Tridecanoic acid, methyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.775 2.40 ng 91252  Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86

Abundance Scan 1613 (11.775 min): BF127380.D\data.ms (-1610) (- m/z 74.10 100.00%
74.1
5000 43.0
—— —
‘\ || ror 143 1 1g51 2272 9701 11.50 12.00
Obprertl A A b ot 200 m/z 87.10 74.76%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000{ 43.0 A U
11.50 12.00
m/z 43.00 39.14%
143.0
0\‘HH’HHH‘\\“\“\“‘\}\\"‘\\\\5‘\0\‘\\“HH‘\\\]:‘8?\0\‘\\\\2‘2\\8\\()‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
— —
11.50 12.00
5000 43.0 m/z 55.05 33.88%
143.0
207.0 270.0
oy gm0 | 8o |
N {1 8 Y O OO WY O
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester P —
74.0 11.50 12.00
m/z 41.05 30.68%
5000y 43.0
wH‘WH‘w‘Hw‘H‘MH‘_‘HM‘H‘HH‘H‘WH‘WH‘W‘HW‘H“ e P
m/z--> 20 40 60 80 100120140160 180200220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127380.D

Acqg On : 17 Mar 2022 17:16
Operator : CG\JU

Sample : N1943-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.480 4.07 ng 155167  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
3 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 91
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
Abundance Scan 1733 (12.480 min): BF127380.D\data.ms (-1727) (- m/z 55.10 100.00%
55.1
5000
971 J\\/\u
—
| fe72 180.2 2223 264.3 12.50
0 w‘wwﬂw“w b b m/z 41.05 66.00%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 1
12.50
m/z 43.05 56.44%
180 0 222.0 264.0
02‘5“0“‘\ ‘ Hm ‘H“ \\\‘\m‘m‘mh\‘h il ‘M‘ ‘ e A ‘ ‘H‘ ‘2‘96‘(:
miz--> 50 200 250 300
Abundance #194419. 10—Octadecen0|c acid, methyl ester
55.0
—
12.50
5000 m/z 69.05 55.86%
264.0
m/iz--> 50 100 150 200 250 300
Abundance #158445: 9-Hexadecenoic acid, methyl ester, (2)- —
55.0 12.50
m/z 74.00 47.98%
5000
87.0
195.0 238.0 ﬂ
ob— H\“M JM ]'VH;IT“H‘ u‘m \‘ NP ‘\\ — ‘H‘ ‘2‘68‘9 — -t
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127380.D

Acqg On : 17 Mar 2022 17:16
Operator : CG\JU

Sample : N1943-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Oxirane, heptadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.951 2.70 ng 63371  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Eicosanal- 296 C20H400 002400-66-0 90
4 1,19-Eicosadiene 278 C20H38 014811-95-1 74
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 64

Abundance Scan 2153 (14.951 min): BF127380.D\data.ms (-2149) (- m/z 57.05 100.00%
57.0

96.0
5000
——
‘ \H 138.2 208.1 267.0 15.00
ok : \N\‘M mi ‘W i TR T ‘ S — m/z 43.05 83.51%
miz-> 50 100 150 200 250
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
5000 T 7
15.00
m/z 82.05 78.94%
24.0
L ‘ | | 1660 2220 2640
ol— ‘\ M‘ \‘wh‘ i “u‘ H‘i ‘\h‘\‘ b o i S
miz-> 50 100 150 200 250
Abundance #158566: Octadecanal
43.0
—
82.0 15.00
5000 m/z 55.00 73.28%
0 [ I ‘h \‘Zﬁ'o\\ls“"‘o 194.0 n 2590 W
— e e
50

| ‘ |
100 150 200 250

m/z-->
Abundance #194557: Eicosanal- T
82.0 15.00

43.0 m/z 96.05 54.79%
5000
‘ WM'O 278.0

oA ALALLL] goeo 280 27 ke
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127380.D

Acqg On : 17 Mar 2022 17:16
Operator : CG\JU

Sample : N1943-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.139 3.54 ng 83203  Perylene-di12 15.533
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 Octadecane 254 C18H38 000593-45-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 2185 (15.139 min): BF127380.D\data.ms (-2181) (- m/z 57.05 100.00%

57.0
5000

e
‘ ‘ 9.0 a1 15.00 15.50
ol “w‘“‘ L35 aor2  2s21 m/z 43.05 67.90%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
15.00 15.50

m/z 71.05 57.88%

obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane

57.0

15.00 15.50

5000 m/z 85.10 44 .,15%
9.0
0 \‘ - ‘“\ li h‘ | ]\-4%1 917830 225.0267.0 338.0
e e E A ML LA B e e e o o o o
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane T —
57.0 15.00 15.50

m/z 55.05 19.10%

o W\JKM

0 ‘\\,“»WL uwf%l‘f%?:?\H%ﬁ‘t?”_wm

\ \ T
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127380.D

Acqg On : 17 Mar 2022 17:16

Operator : CG\JU

Sample : N1943-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 5 Oxirane, hexadecyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.733 6.10 ng 143246  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
3 Hexacosanal 380 C26H520 026627-85-0 90
4 17-Octadecenal 266 C18H340 056554-86-0 86
5 Eicosanal- 296 C20H400 002400-66-0 83

Abundance Scan 2286 (15.733 min): BF127380.D\data.ms (-2281) (- m/z 57.10 100.00%

57.1
5000
09.1 j \d ‘de
15.5 16.
0“‘\MM ‘MWNwWW“%u??gp“?§§9‘“““‘?99‘ m/z 43.05 87.98%
m/z--> 50 100 150 200 250 300 350
Abundance #158578: Oxirane, hexadecyl-
82.0
41.0
5000 T —
15.50 16.00
‘ wzso m/z 82.05 71.39%
0 T \‘\‘ ‘}‘“‘ T ‘ \““‘ \h \h‘“\“\ 16\6\ \0\2(‘)§ 9\2\!5‘()\()\ T ‘ LU ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0
41,0 S T
15.50 16.00
5000 ITI/Z 55.05 57.76%
24.0
Ll \ | (166.0 222.0264.0
0 “J“ﬂﬂﬁ“hﬂ‘mhﬁ“;‘qu“ e
m/z--> 50 100 150 200 250 300 350

Abundance #287971: Hexacosanal T —

57.0 15.50 16.00
m/z 96.05 53.03%
5000
100 362.0
ol L \ 1111520 20802500 3060

i | e e e e R AR LR oo — —

m/z--> 50 100 15 200 250 300 350 15.50 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031722\
BF127380.D

: 17 Mar 2022 17:16
¢ CG\JU
: N1943-065

: 15  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Heptacosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.963 3.67 ng 86285  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 2325 (15.963 min): BF127380.D\data.ms (-2321) (- m/z 57.10 100.00%
57.1

-

5000
‘ J1 16.00
ol ANl 802 2670 3550 L a3les  62.00%
miz—-> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 U
16.00
m/z 71.05  52.49%
0 | | 1130 169.0 225.0 281.0 337.0 394.0
\\\\‘ \\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz--> 50 100 150 200 250 300 350 400

%

Abundance #287976: Heptacosane
57.0
16.00
5000 ITI/Z 85.05 34.53%
o LLLLU1T 7 3090 2250 2810 3800
e I AL A
mlz--> 0 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane —
57.0 16.00
m/z 55.10 17.60%
oLt M0 1690 2250 300.0 3650 4364
H“““,H‘“H“,H“‘H“‘H“‘H“‘H“, ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31722\
Data File : BF127380.D

Acqg On : 17 Mar 2022 17:16
Operator : CG\JU

Sample : N1943-05

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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|
Tridecanoic aci... 11.775 2.4 ng 91252 4 11.398 761613 20.0
9-Octadecenoic ... 12.480 4.1 ng 155167 4 11.398 761613 20.0
Oxirane, heptad... 14.951 2.7 ng 63371 6 15.533 469922 20.0
Octacosane 15.139 3.5 ng 83203 6 15.533 469922 20.0
Oxirane, hexade... 15.733 6.1 ng 143246 6 15.533 469922 20.0
Heptacosane 15.963 3.7 ng 86285 6 15.533 469922 20.0
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