LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc :

ALS Vvial : 16 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©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133514.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 13 17 26 rVB2 41616 57720 2.13% 0.251%
2 5.040 498 502 508 rBvV 148897 185389 6.84% 0.806%
3 5.445 566 571 574 rBV 2335330 2196569 81.00% 9.550%
4 6.457 738 743 746 rBV 2358820 2162998 79.76%  9.404%
5 6.834 804 807 811 rBV 895745 795587 29.34%  3.459%
6 7.398 899 903 906 rBV 1696856 1346315 49.65% 5.853%
7 8.122 1020 1026 1029 rBV 1154821 972145 35.85% 4.226%
8 8.710 1123 1126 1129 rBV2 38745 34046 1.26% 0.148%
9 9.198 1205 1209 1212 rBV 2702845 2210880 81.53% 9.612%
10 9.275 1219 1222 1225 rBV 63953 62347 2.30% 0.271%
11  9.598 1272 1277 1279 rBv4 52958 60620 2.24% 0.264%
12 9.733 1297 1300 1304 rBV 72446 64822 2.39% 0.282%
13 9.810 1310 1313 1316 rVB 92763 72215 2.66% 0.314%
14  9.875 1320 1324 1327 rVB 1077323 840075 30.98% 3.652%
15 10.310 1395 1398 1400 rVB 120079 92382 3.41% 0.402%
16 10.527 1429 1435 1441 rBV 55433 77598 2.86% 337%

17 10.586 1441 1445 1448 rBV 361448 283911 10.47%
18 10.657 1453 1457 1461 rBV 1236347 1093460 40.32%

[CRCIE NN
N
Ul
I
R

19 10.780 1475 1478 1487 rVB 160247 183983 6.78% 800%
20 11.233 1551 1555 1557 rBV 120038 105842 3.90% 460%
21 11.263 1557 1560 1564 rVB 59168 65759 2.42% 286%
22 11.357 1573 1576 1579 rBV 887340 767867 28.32% 338%
23 11.657 1625 1627 1630 rBV 119098 83351 3.07%

24 11.757 1641 1644 1648 rBV 767543 653606 24.10%
25 11.892 1664 1667 1676 rBV 314727 303871 11.21%

PR NMNO WO
w
(o))
N
B

26 12.069 1693 1697 1700 rBV2 98746 88370  3.26%
27 12.451 1758 1762 1764 rBV 2793634 2711739 100.00% 11.
28 12.468 1764 1765 1772 rVB2 1737418 1401846 51.70%

RO
[
O
U1
R

29 12.557 1776 1780 1782 rBV 343898 329831 12.16% 434%
30 12.574 1782 1783 1786 rVB2 61850 58297 2.15% 253%
31 12.674 1797 1800 1807 rBV2 115303 151128 5.57% ©.657%
32 12.798 1819 1821 1824 rVB 106471 95028 3.50% 0.413%
33 12.827 1824 1826 1831 rBV 61331 63547 2.34% 0.276%
34 12.951 1843 1847 1850 rBV 2085029 1801969 66.45%  7.834%
35 13.186 1885 1887 1892 rVB2 74990 72528 2.67% ©.315%
36 13.533 1943 1946 1949 rBV 81476 81725 3.01% ©0.355%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS Vvial : 16 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©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.863 1999 2002 2010 rVB4 152930 215873  7.96% ©.939%
38 14.004 2021 2026 2029 rBV 702008 775814 28.61% 3.373%
39 15.462 2271 2274 2278 rVB 359693 380196 14.02%  1.653%

Sum of corrected areas: 23001249
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 26 May 2023 23:14
¢ CG\JU
: 02938-01

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
BF133514.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF133514.D\data.ms

5.445 6.457

7.398

6.834

5.040

&87
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Time-->
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2000000

1500000

1000000
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TIC: BF133514.D\data.ms
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13.186
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Time-->
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1500000
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Time-->

TIC: BF133514.D\data.ms

14.004
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.040 4.66 ng 185389  1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 502 (5.040 min): BF133514.D\data.ms (-498) (-) m/z 43.00 100.00%

5000 59.1
‘ 83.0 101.0 4.80 5.00 5.20 5.40
b bl e M/z 59.10 43.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L LN L
59.0 4.80 5.00 5.20 5.40
m/z 101.00  16.24%
15.0 101.0
0 2%\ L | 830 | ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
 EARRmEE
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 14.87%
29.0 101.0
15.0 ‘
0 """H"‘m‘M"“‘11"“m1‘u""‘m‘mwm‘mwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate R RERREEE
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.25%
5000
58.0
0 15\'0 2‘9'0 LIl I 720 10\0'0 ey
e e e e e e oA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14

Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 2 Hexadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.310 2.20 ng 92382  Acenaphthene-dile 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Nonadecane 268 C19H40 000629-92-5 74
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 72

Abundance Scan 1398 (10.310 min): BF133514.D\data.ms (-1395) (- m/z 57.05 100.00%
57.0
- M
P T
‘ 99. 1721 10.00 10.50
ol b4 “1329 Les 2288 m/z 43.65  79.76%
miz--> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
5000 — et
10.00 10.50
m/z 71.10 59.14%
99.0
oo LI (1 20 1800 260
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
P T
10.00 10.50
5000 m/z 85.10 40.88%
o “h‘ I \H\ \‘ ‘\\ }410 ]"820 — ‘2‘5‘2"0‘ — ?’%5"
m/iz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- — —
57.0 10.00 10.50
m/z 41.00 37.53%
B LWNMJ%JWWNﬂWwwﬁwNLNﬁ
99.0 140.0
182.0
PR 0 A s sl - I e
m/z--> 50 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.586 6.76 ng 283911  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 50
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 50
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 50
Abundance Scan 1445 (10.586 min): BF133514.D\data.ms (-1441) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
T \
10.50
152.0
b el L AZEO T A 2182 7 77,00 67.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— :
10.50
510 m/z 182.10  47.80%
270 | 12701520 |
O‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\

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

Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 105.0

10.50
5000 182.0 m/z 50.95 32.52%

\ I | 150.0 I
O+ e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester —

105.0 10.50
m/z 50.00 9.40%

77.0
5000
51.0

290 | 1360 164.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Dodecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.780 4.79 ng 183983  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90

Abundance Scan 1478 (10.780 min): BF133514.D\data.ms (-1475) (- m/z 57.05 100.00%
57.0

o w
99.1 io%d ifod
Ly 169.1 2403 ' ' .
O S m/z 43.05 76.22%
m/z--> 0 50 100 150 200 250 300
Abundance #59045: Dodecane, 2-methyl-
43.0
5000 — —
5.0 10.50 11.00
141.0 m/z 71.05 55.92%
O 2‘.0\ T L‘\ ‘ ‘ “\ H‘ “‘ ‘ \‘ T \ “ %8\4\0‘ L ‘ L ‘ L
m/z--> 0 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
T —

10.50 11.00
5000 m/z 85.05 37.91%

FQO
Al

==

0 \ L \‘ | o7 141.0 183.0 226.0
“““ A e T e
m/z--> 0 100 150 200 250 300
Abundance #246481: Tetracosane
57.0 10.50 11.00
m/z 41.05 33.94%
5000
99.0
oL Ll 141018302250 2670 338

e e P T T T —— —

m/z--> 0 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\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14

Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Heptacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.233 2.76 ng 105842  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 89
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1555 (11.233 min): BF133514.D\data.ms (-1551) (- m/z 57.05 100.00%

57.0
5000

9.1 11.00 11.50

140.9 192.0
AL 3400 19202838 L, a3.e5

m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

o

5000 I -
11.00 11.50
m/z 71.10 56.36%
ol Ty ‘\ “ }410183022502670 323.0  380.
17T ‘ T T T ‘ T T T ’ T T 17T ‘ T T T 7T ‘ T T T 7T ’ T T 17T ‘ T T T 7T
miz--> 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
R —
11.00 11.50
5000 m/z 85.05 42.17%

o

\ ‘ I | %0‘141018302260
g T R
miz--> 100 150 200 250 300 350

Abundance #246481: Tetracosane T —
57.0 11.00 11.50

m/z 41.05

5000
e

0 | ). 141018302250267.0 3380
AL bbby 0383022502670 3380 —

\ T
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Dodecane, 1-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.657 2.17 ng 83351  Phenanthrene-di1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 1627 (11.657 min): BF133514.D\data.ms (-1625) (- m/z 57.05 100.00%

57.0
5000

—
‘ 40.1 203.1 11.50 12.00
“\“\‘u‘\u\ i I \““]T‘\’\\\\‘\\\\‘\\\\’\\\\‘\\\\ m/z 43.05 75.00%

m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

5000 Ss b
11.50 12.00

m/z 71.05 56.67%

iy F | 141.0183.0225.0267.0 323.0 380.
LI ‘ T ‘ T ’ T ‘ L ‘ UL ’ T 1T ‘ UL
miz--> 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0

T
11.50 12.00

o

o

5000 m/z 85.10 38.23%
0 H I | F?9141018302260
““‘““““,‘““““““‘,“““H‘
m/z--> 100 150 200 250 300 350
Abundance #193302: Dodecane, 1-iodo- —— —
57.0 11.50 12.00

m/z 41.10 32.27%

) MM
9.0
L ‘ F 169.0 296.0

ol ch b bt b e T — R
miz--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.757 17.02 ng 653606  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1644 (11.757 min): BF133514.D\data.ms (-1641) (- m/z 74.00 100.00%
74.0
5000 43.0
—— —
| || por 1430 oo 2212 2704 11.50 12.00
O prreefbr bl bl eE L i b bt e b m/z 87.05 68.73%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
5000 —r ——
430 11.50 12.00
143.0 y70 2700 m/z 43.05 42.68%
Ll so | asso |
0 ‘ I ‘u\ L 7l ] ‘ |
\‘HH’HH‘\H\‘HH’HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

e

74.0
11.50 12.00
5000 43.0 m/z 55.05 32.49%
‘_‘H,H‘w‘u‘_‘HV‘H‘H‘w‘u‘_‘u‘u‘wu‘w‘u‘_‘u‘u‘w
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #109339: Tridecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.00 31.47%
- QLM
41.0
143.0
g pso [ Y 2P0
) s P A S =— R
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 7.91 ng 303871 Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Nonanoic acid 158 C9H1802 000112-05-0 55
Abundance Scan 1667 (11.892 min): BF133514.D\data.ms (-1664) (| m/z 43.10 100.00%
43.1 73.0
5000
129.1
213.2 = —
| ) H 157.11851 2562 1150 12.00
O‘H‘HHM“N‘WM”“ﬂHmlMM‘WmW‘mWAW‘MHM_m‘_HJM m/z 73.00 96.11%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ‘A‘ ]
11.50 12.00
167.01g5 02130  256.0 m/z 59.95 90.25%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 11.50 12.00
5000 129.0 m/Z 41.00 71.36%
171.0
‘ 214.0
0?
m/z--> 20 40 80 100120140160180200220240260
Abundance #109279:Tenadecan0k:add — —
73.0 11.50 12.00
43.0 m/z 57.05 71.02%
5000 129.0
185.0
|
0%?9W“MﬁwﬂmWkﬁﬁwuLM‘HHMAW‘HWHH_!HMHW‘ — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.069 2.30 ng 88370  Phenanthrene-dile 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Tetradecane 198 C14H30 000629-59-4 86
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 72
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
Abundance Scan 1697 (12.069 min): BF133514.D\data.ms (-1693) (- m/z 57.10 100.00%
57.1
‘ 12,00 |
113.1141.0 197.1 :
Obrrrperrbrdb b 2016002970 2431 s e 71, 80
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0
5000 — :
85.0 12.00
29.0 m/z 71.05 58.20%
0 \‘ \‘\\ H \‘\ Il \11?0\14'}01690 2120
\H‘HH‘HH‘HH‘H\\‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
T \
12.00
5000 85.0 m/z 85.10 40.63%
29.0
L ||| 130141.016901980
R e T aa e e GAARAmasazeasassars]
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45490: Undecane, 3-methyl- T
57.0 12.00
m/z 41.05 31.28%
5000 85.0
29.0
141.0
ol |, 130 | 1700 } o
orprbee b b e e e e e e e =t
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.451 70.63 ng 2711740  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98

Abundance Scan1762(12451num BF133514.D\data.ms (-1758) (- m/z 67.05 100.00%
67.

5000
09.1
o M“HJ‘W W W M1§?%%29?‘ 26332945 17 s1.e5  83.30%

m/z--> 200 250
Abundance #191900 9,12- Octadecadlenoic acid, methyl ester

67.0
09.0 m/z 55.05 73.99%

204.(

. 2280 263070

5000
29.0
O T T ‘\‘ ‘

[ay
N
a1
o

[uy
N
a1
o

m/z--> 200 250
Abundance #191926. 9 12—Octadecad|en0|c acid, methyl ester, (E,E)
67.0
e
12.50
5000 m/z 41.05 65.05%
09.0
0 ““M‘ Hwhuhm‘m et 20202040
miz--> 50 150 200 250
Abundance #191919: 9,12- Octadecadlen0|c acid (Z,2)-, methyl ester P
67.0 12.50
m/z 95.05 54.82%
5000
29.0 iy 294.(
263.0294-
0‘\‘JL ) ‘m wwea}p 200 1 1 S
Mz 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.469 36.51 ng 1401850  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
3 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 98
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 98
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96

Abundance Scan 1765 (12.468 min): BF133514.D\data.ms (-1764) (- m/z 55.10 100.00%
1

5000

o! \H‘muh\w\\m‘w ol j - u\ — ‘”‘ ‘296"3 m/z 41.10 70.11%

miz--> 100 150 200 250 300
Abundance #194420 13-Octadecenoic acid, methyl ester

55.0
5000
87.0 12.50
264.0 m/z 69.10 55.83%
I \\ 250, 100 7220 | g0
0! L M M ‘d‘m“‘ HW T~ ‘\‘ o ;‘L‘ : Loy
m/z--> 150 200 250 300
Abundance #194409 9 Octadecenoic acid, methyl ester
55.0
P
12.50
5000 m/z 74.05 48.35%
264.0
WZSO 180.0 222.0 ‘ 296.0
0! u \\‘M‘H\H T ‘L i h‘\ L I \.
e L

miz--> 150 200 250 300
Abundance #194407: 8—Octadecenoic acid, methyl ester -
55.0 12.50
m/z 43.10 43.09%

5000 87.0
264.0
ZROW | 18?0 22ﬁ0 ‘ 2950
e h s I L

-
miz--> 50 100 150 200 250 300 12.50

5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 12 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.674 3.94 ng 151128  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Dodecanoic acid 200 C12H2402 000143-07-7 60
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Hexadecane 226 C16H34 000544-76-3 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 45

Abundance Scan 1800 (12.674 min): BF133514.D\data.ms (-1797) (- m/z 43.00 100.00%

43.0
73.0
5000

-
| 12.50 13.00
oLl m/z 57.05  79.55%

m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
129.0

5000 T
12.50 13.00

284.0 g

1850 941 m/z 73.00  74.21%

ok ““ ‘i“‘ H\M\“‘l w“‘ ‘ L, ‘L “\‘ “ - \‘ “\ ‘\‘ . |
m/z--> 50 100 150 200 250
Abundance #75716: Dodecanoic acid
60.0

= —
12.50 13.00
m/z 59.95 71.64%
5000 129.0 /
29.0
LB b
o= “‘ W‘H‘d ‘Hhu‘ ‘\ww ‘\h“ I \}“ L, “ ‘2‘0‘}1‘0‘ —
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid e ==
73.0 12.50 13.00

m/z 55.00 69.13%

43.0
5000
129.0
185.0 228.0
1 HH‘ \\‘HL ‘M‘\ Il ‘ Ll ‘\ L ‘\
L —— T

T
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 13 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.533 2.11 ng 81725  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane 240 C17H36 000629-78-7 91
3 Docosane 310 C22H46 000629-97-0 80
4 Tetratetracontane 619 C44H99 007098-22-8 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 1946 (13.533 min): BF133514.D\data.ms (-1943) (- m/z 57.05 100.00%
57.0
5000 WWJ«ﬂuﬁmJkaﬂMﬂ\”“
‘ 99.0 1350 |
2181 :
ob—— “\ ‘“ “ h“‘ \\h\ wh‘\ \M‘ s u\h M \ ‘]\"77‘ :X‘]'M Ly \H 25? ‘1‘29‘5‘ J‘-3‘39 . m/Z 43.05 63. 54"0
miz-> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
5000 —— :
13.50
99.0 m/z 71.10 61.80%
0 1\5 \Q‘\ ‘\“ T ”H‘ \‘H‘ h‘ \“‘ T \10\ ]\_8\3\0‘ \22\5\9 T \2?6‘9 1
miz-> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
T \
13.50
5000 m/z 85.10 46.45%
99.0
oiso |11 []0 om0 200
miz--> 50 100 150 200 250 300
Abundance #212281: Docosane T
57.0 13.50
m/z 55.00 32.35%
- M
99.0
0 ‘ h | \h h‘ | ] \1 q 183. Q 225.0 267.0 310 0
““ ““ i B AR A S e R ——
m/z--> 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 14 Oxalic acid, octadecyl prop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.863 5.57 ng 215873  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 87
Abundance Scan 2002 (13.863 min): BF133514.D\data.ms (-1999) (- m/z 57.05 100.00%
57.0
5000 m
13.50 14.00
410 215.1 : :
ol bl “ L4 Lo 22 321wz 43.10 81.21%
miz--> 50 100 150 200 250 300 350
Abundance #290905: Oxalic acid, octadecyl propyl ester
43.0
5000 — —
3.0 13.50 14.00
m/z 71.10  54.94%
297.0
25.0
o L0 0 00 T s
miz--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
— ——
13.50 14.00
5000 m/z 55.10 47 .64%
9.0
R D T e B
m/z--> 50 100 150 200 250 300 350
Abundance #181800: Ethanol, 2-(hexadecyloxy)- “ —
57.0 13.50 14.00
m/z 41.05 41.18%
5000
7.0
H ‘ | H 1410 1960 2550
Owwhw“ \H‘w“‘H\\u\‘w‘H“‘\\H‘\HH“H“‘ P e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133514.D

Acqg On : 26 May 2023 23:14
Operator : CG\JU

Sample : 02938-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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-... 5.040 4.7 ng 185389 1 6.839 795587 20.0
Hexadecane l0.310 2.2 ng 92382 3 9.875 840075 20.0
Benzophenone 10.586 6.8 ng 283911 3 9.875 840075 20.0
Dodecane, 2-met... 10.780 4.8 ng 183983 4 11.357 767867 20.0
Heptacosane 11.233 2.8 ng 105842 4 11.357 767867 20.0
Dodecane, 1-iodo-  11.657 2.2 ng 83351 4 11.357 767867 20.0
Hexadecanoic ac... 11.757 17.0 ng 653606 4 11.357 767867 20.0
n-Hexadecanoic ... 11.892 7.9 ng 303871 4 11.357 767867 20.0
Pentadecane 12.069 2.3 ng 88370 4 11.357 767867 20.0
9,12-Octadecadi... 12.451 70.6 ng 2711740 4 11.357 767867 20.0
13-Octadecenoic... 12.469 36.5 ng 1401850 4 11.357 767867 20.0
Octadecanoic acid 12.674 3.9 ng 151128 4 11.357 767867 20.0
Heneicosane 13.533 2.1 ng 81725 5 14.004 775814 20.0
Oxalic acid, oc... 13.863 5.6 ng 215873 5 14.004 775814 20.0
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