LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : 07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc :

ALS Vvial : 18 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: BF133631.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 6 12 rVB 239677 283666 4.85% 0.830%
2 3.904 305 309 315 rBV 49090 65138 1.11% 0.191%
3 5.063 500 506 512 rBV 63548 87067 1.49%  0.255%
4 5.457 564 573 576 rBV 2601352 2777847 47.47%  8.132%
5 6.463 739 744 747 rBV 2442305 2800595 47.86% 8.198%
6 6.834 804 807 811 rBV 888267 704100 12.03% 2.061%
7 7.398 899 903 906 rVB 1819353 1781944 30.45% 5.216%
8 8.116 1020 1025 1029 rBV 1039927 945170 16.15% 2.767%
9 8.410 1070 1075 1078 rVB4 48887 65430 1.12% 0.192%
10 8.622 1108 1111 1114 rBV2 144184 116599 1.99% 0.341%
11  8.939 1159 1165 1167 rBV3 146177 138657 2.37% 0.406%
12 9.198 1205 1209 1212 rVB 3416867 2907219 49.68% 8.510%
13 9.275 1218 1222 1224 rBV 98390 87490 1.50% 0.256%
14  9.345 1231 1234 1236 rVB 85617 69210 1.18% 0.203%
15 9.592 1272 1276 1279 rBV4 79010 105190 1.80% ©0.308%
16 9.657 1284 1287 1290 rVB2 61610 60703 1.04% 0.178%
17 9.804 1309 1312 1315 rVB 173716 121313 2.07% ©.355%
18 9.875 1317 1324 1327 rBV 1035113 850479 14.53%  2.490%
19 10.127 1363 1367 1370 rBV4 59433 66427 1.14% 0.194%
20 10.192 1375 1378 1385 rBV8 37530 84846  1.45% 0.248%
21 10.304 1394 1397 1400 rVB 262731 203404  3.48% 0.595%
22 10.527 1430 1435 1440 rBV 98374 132497 2.26% 0.388%
23 10.586 1441 1445 1447 rVB2 74286 71747 1.23% 0.210%
24 10.663 1453 1458 1461 rBV 1774742 1566141 26.76% 4.585%
25 10.780 1475 1478 1487 rVB 311503 352737 6.03% 1.033%

26 11.227 1551 1554 1557 rBV 281368 226304  3.87%
27 11.257 1557 1559 1566 rVB 122018 123083 2.10%
28 11.363 1573 1577 1580 rBV 899096 740532 12.65%

PONMNOO
=
[e))
©
R

29 11.657 1624 1627 1629 rBV 248137 185016 3.16% 5427%
30 11.757 1641 1644 1648 rBV 1829121 1496950 25.58% 382%
31 11.892 1664 1667 1670 rBV 256161 226010 3.86% ©.662%
32 12.063 1693 1696 1703 rBvV2 211988 201285 3.44% 0.589%

33 12.457 1758 1763 1764 rBV 5169234 5851941 100.00% 17.130%
34 12.474 1764 1766 1772 rVB2 4242447 3906892 66.76% 11.437%
35 12.557 1776 1780 1782 rBV 866840 763946 13.05%  2.236%
36 12.586 1782 1785 1786 rBV2 127130 103858 1.77% ©.304%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : 07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS Vvial : 18 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 12.680 1798 1801 1807 rVB6 48601 61327 1.05% ©.180%
38 12.827 1824 1826 1829 rVB 126027 97466 1.67% ©.285%
39 12.957 1843 1848 1851 rBvV 2873440 2500564 42.73% 7.320%
40 13.186 1884 1887 1893 rBV 115977 147739 2.52% 0.432%
41 13.280 1900 1903 1906 rVB 95183 71284  1.22% ©.209%
42 13.951 2015 2017 2022 rVB 91381 78301 1.34% ©0.229%
43 14.010 2023 2027 2030 rVB 591760 546481 9.34% 1.600%
44 15.474 2272 2276 2280 rBV 328631 386415 6.60% 1.131%
Sum of corrected areas: 34161010
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 07 Jun 2023 18:27
¢ CG\JU
. 03038-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
BF133631.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
5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF133631.D\data.ms

5.457 6.463

7.398

6.834

122 3.904 5.063

2.20 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
5000000

4000000

3000000

2000000

1000000

TIC: BF133631.D\data.ms

12.457

12}474

9.198
12.957

10.663 11.757

8.116 11.363 12.557

_ i

38827 131588

11.65/11.892.063

0
Time-->

622 8939 Q. ! 8
Ba1P§22 B9%9 975 98wy

e B S e S e
8.50 9.00 9.50

— — —
10.00 10.50 11.00

— T T —
11.50 12.00 12.50 13.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF133631.D\data.ms

14.010
15.474

13.951

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.122 8.06 ng 283666 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
Abundance Scan 6 (2.122 min): BF133631.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 A
87.1 SR
‘ 9.0 2.202.302.402.50
Ot B0 L e m/z 43.10 44.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T[T [T Tirr[1
43.0 2.202.302.402.50
' 87.0 m/z 55.00 31.47%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘f\f\‘\f\‘f“\\H‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R ERRARRRASARaRs A
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 23.63%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- R ERaREa R
73.0 2.202.302.402.50
m/z 41.05 13.54%
5000
45.0
ol 290 || 590 | _
T T e e e e e B RRAARRARNEEEENEENaS S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27

Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.939 2.93 ng 138657 Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 87

038212-14-5 68
001590-08-5 58

4 Benzene, (3-methyl-1-methylenebu... 160 C12H16
5 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120

Abundance Scan 1165 (8.939 min): BF133631.D\data.ms (-1159) (-)
118.1

m/z 118.10 100.00%

145.1

5000

91.0

39.0 65.0

8.60 8.80 9.00 9.20
H“HH“\H\“H“‘\‘\‘ ‘M \‘\ Ll . i \‘ 180.2

bl L =255 m/z 145.05  66.24%
miz--> 20 60

40 80 100 120 140 160 180
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
Ll

o

5000 L L B I IR R B
8.60 8.80 9.00 9.20
91.0 m/z 160.15  60.00%
280 51.0
O\\\‘\‘1‘{\“\\“”\“7\\”‘\\‘\\"U\\ \\“‘\‘\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0 8.60 8.80 9.00 9.20
5000 m/z 117.05 40.42%
39.0 91.0
‘ | 410
0 H“Hw‘m:m“‘ w et ] N
m/z--> 60 80 100 120 140 160 180
Abundance #36283.Napmhabne,L2;&4{enahymn—26{MnemyL M e
118.0 8.60 8.80 9.00 9.20
160.0 m/z 105.05  32.24%
5000
390 650 91‘0 ‘ a10 |
L O R P ) ST B L
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.804 2.85 ng 121313  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 81
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 1312 (9.804 min): BF133631.D\data.ms (-1309) (-) m/z 57.10 100.00%
57.1
5000
85.1
— —
9.50 10.00
113.1 145.1
0 m_‘H‘H‘H\HMw‘_mwH_‘““1‘7“5_1”2}‘2‘%”‘,” m/z 43.10  76.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 — k.
9.50 10.00
290 85.0 m/z 71.10  52.91%
0 “ ‘ L | H‘ 113.0 141.0 169.0 197.0 226.0
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘\\H‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0
— T
9.50 10.00
5000 m/z 41.00 34.74%
85.0
29.0
oo Ll 0o e
b e et el e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane “ —
57.0 9.50 10.00
m/z 85.10 34.55%
5000 85.0
29.0
0 \‘ 1l H \‘\ il ‘11? 0 141 0 169.0 212.0
o e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.304 4.78 ng 203404  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1397 (10.304 min): BF133631.D\data.ms (-1394) (- m/z 57.10 100.00%
57.1
o LAAM
F R
9.1 . .
167.1
ot | A dp iz 208 m/z 43.10  79.81%
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 — i
10.00 10.50
m/z 71.05 54.71%
o | ‘ | %9‘ 0 141.0183.0226.0
\\\‘ T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— T
10.00 10.50
5000 m/z 41.05 36.38%
ol ‘h‘ | H L 141 0183 02250 281.0 337.0 394
e A e e AR
m/z--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl- “ T
43.0 10.00 10.50
m/z 85.10 36.18%
5000 5.0
126.0 3.0
Ohadpdyl 1 [ 2260 o W
m/z--> 50 100 150 200 250 300 350 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 5 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.528 3.12 ng 132497  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 74
4 Tetracosane 338 (C24H50 000646-31-1 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 1435 (10.527 min): BF133631.D\data.ms (-1430) (- m/z 57.10 100.00%

57.1
5000
‘ 1050 |
9.1 .
1691
0 mm“‘luf‘“‘ T m/z 43.05 45.63%
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— ‘
10.50
m/z 71.10 42.77%
ol L H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
1
10.50
5000 m/z 41.10 25.30%

0 ‘\‘\ ‘ \‘ %\0‘]“41'0184'0
) L I B

i

\
m/z--> 0 50 100 150 200 250 300 350
Abundance #59066: Undecane, 2,5-dimethyl-
57.0 10.50
m/z 85.05 20.67%
5000
‘ 112.0
Y R T ==l
m/z--> 0 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.780 9.53 ng 352737  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tridecane 184 C13H28 000629-50-5 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1478 (10.780 min): BF133631.D\data.ms (-1475) (-} | m/z 57.05 100.00%
57.0
o AwaJkMAﬂvﬁmwwﬁvm&MﬂA
— —
‘ 99.0 10.50 11.00
ol d 150216902002 2003 1 4zi0s 74.00%
miz-> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 e ——
10.50 11.00
m/z 71.05 57.60%
99.0
O \z\a\\o\ ‘ ‘\ ‘!‘ \“‘\ “‘ \“ T “]\.4\]-‘0\ T \1\9?0\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
—— —
10.50 11.00
5000 m/z 85.05 39.64%
99.0
o200 | | | %90 1410 180
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane T —
57.0 10.50 11.00
m/z 41.05 34.36%
5000
99.0
0l15. q‘ L Ll 1410 1830 2250 296.(
B T A R e B e e —— ——
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.227 6.11 ng 226304  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87

Abundance Scan 1554 (11.227 min): BF133631.D\data.ms (-1551) (- m/z 57.10 100.00%

57.1
5000

T
99.0 11.00 11.50

ob b ol g 2411 18222141 2543 m/z 43.05 73.49%
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 — —
11.00 11.50

m/z 71.10  58.45%

99.0
02\7‘\.0‘\“ “‘\ ‘H‘ \H‘\ H“ \“ T ‘]\_4}‘0‘\ \18\3\0‘ T T ‘2\68\9 ™
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 m/z 85.10 40.56%
99.0
0 ‘\\ l “‘\ i \‘ | \14-}0 183.0 239.0 296.(
T e S T IR S S
m/z--> 50 100 150 200 250
Abundance #141057: Octadecane T —
57.0 11.00 11.50

m/z 41.05 34.58%

) w
99.0
210l | 141.0 183.0 224,0254.0

ol g Ly P40 1830 22402540 I
miz--> 50 100 150 200 250 11.00 11.50

8270-BF052523.M Thu Jun 08 11:09:21 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.257 3.32 ng 123083  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Eicosane 282 C20H42 000112-95-8 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 1559 (11.257 min): BF133631.D\data.ms (-1557) (- m/z 57.10 100.00%
7.1

57.
5000

‘ H 97-1 111 1840 11.00 1150
et L 2282 m/z 71.10 69.27%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59025: Tridecane
57.0

5000 st She
11.00 11.50

m/z 43.10 50.54%

27,0
J il H\ L ‘\‘9%'0” 141.0 184.0
\’H\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\’\\H‘\\\\‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0

. e
11.00 11.50

o

o

5000 m/z 85.10 38.41%
99.0
0 27}0 h\ H\ H\ H‘ u‘ \14\]-.0\ 183'0 225'0 282.(
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #228591: Tetradecane, 1-iodo- T —
57.0 11.00 11.50

m/z 41.10 24.84%

5000
ZWO L | 9%0‘ 155.0 19?D
| i | |

O et e e e e e e e e e T T
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50

8270-BF052523.M Thu Jun 08 11:09:22 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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.
11.657 5.00 ng 185016  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1627 (11.657 min): BF133631.D\data.ms (-1624) (- m/z 57.10 100.00%
7.1

5
5000

—
‘ 99.1 1412 11.50 12.00
ol bl Ly 1412 1822 2252 2683 ., 4365  73.42%
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 ey ==
11.50 12.00

m/z 71.10  58.24%

99.0
0 2\7“\0‘\“ T ‘h‘\ ‘“‘ \H‘\ H“ \“ T ‘]\_4\;’0‘ T \18\3\0‘ L 2\68\(\) T
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0

T
11.50 12.00

5000 ITI/Z 85.05 38.19%
99.0
ol 2101 L 7, 1410 18202120 M
miz--> 50 100 150 200 250
Abundance #176386: Eicosane T —
57.0 11.50 12.00

m/z 41.05 29.17%

) JM
99.0
270 h\ “\ I, u‘ il \141'0 183.0 225.0 282.(
A

s —
miz--> 50 100 150 200 250 11.50 12.00

o

8270-BF052523.M Thu Jun 08 11:09:23 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.757 40.43 ng 1496950  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1644 (11.757 min): BF133631.D\data.ms (-1641) (- m/z 74.00 100.00%
74.0
50001 43.0
143.0 L SR
owwHH_JMMH‘WwH‘H_waun_wwwww m/z 87.05 68.66%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 e ——
43.0 11.50 12.00
143.0 m/z 43.05 41.93%

1|y 2150 | 171.0199.02270 2700

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

o

Pl

74.0
11.50 12.00
5000 43.0 m/z 55.05 32.01%
o ‘ M‘ \M 1430 1850 227.0 2700
“H‘W‘H‘_"_‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #126208: Methyl tetradecanoate N —7
74.0 11.50 12.00
m/z 41.05 31.05%
5000
43.0
.0
ol 0 1 B0ug1%80 20 i
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00

8270-BF052523.M Thu Jun 08 11:09:24 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.892 6.10 ng 226010  Phenanthrene-di10 11.363
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1667 (11.892 min): BF133631.D\data.ms (-1664) (- m/z 43.10 100.00%
43.1
73.0
5000
129.0
213.2 T R
‘ HW 1711 ‘ 2561 1150 12.00
oWHUwM el bl ok L b miz 73.00 81.81%
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 A 1
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 78.27%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
430 ‘ T \/\\ T ‘ T
’ 11.50 12.00
5000 129.0 m/Z 57.10 71.14%
171.0
‘ 214.0
o A L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 55.05 71.11%
5000 129.0
199.0
s ) e T
0%§RMHLMMMMAWwmwJM_MHM‘JMJH_MHM‘H_‘H_‘HM‘ — —
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50 12.00

8270-BF052523.M Thu Jun 08 11:09:25 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 Tridecane, 6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.063 5.44 ng 201285  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 91
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
Abundance Scan 1696 (12.063 min): BF133631.D\data.ms (-1693) (- m/z 57.10 100.00%
57.1
T \
‘ 99.0 1411 1972 243.2 12.00
oL—— VYWwqu‘w“‘cq‘ e ‘ﬂ‘ S m/z 43.10 71.67%
miz-> 50 100 150 200 250
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 85.0 s :
12.00
m/z 71.10 57.46%
126.0 83 0
O T T T ‘\“ ‘”‘ MH‘ \H‘ h \ T h\ \ “\ T \ T ‘ \2\26\.()\ ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo-
57.0
T \
12.00
5000 m/z 85.10 39.31%
99.0
olasol L PO 10 e
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane — ‘
57.0 12.00
m/z 41.10 32.45%
5000
‘ 99.0
41.0
0260, || 1) M0 130 zso  mec |
m/z--> 50 100 150 200 250 12.00

8270-BF052523.M Thu Jun 08 11:09:27 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.457 158.05 ng 5851940  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1763 (12 457 min): BF133631.D\data.ms (-1758) (- m/z 67.05 100.00%
67.
5000 ﬂ\JA
09.1 JAUR
‘ 150.1 263 1 12.50
2202
ol W‘ | “”!‘ Lfi., 220277773001 3520y, g1.e5  83.61%
mlz--> 50 100 150 200 250 300 350
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 ]
12.50
09.0 m/z 55.10 71.50%
O\\\ H“\”h\“u\“ \“\\\‘\\\\2‘6\?;()\ \"\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
670
—
12.50
5000 m/z 41.10 62.15%
29 09.0
‘ “ 294.0
oL L whh \MW\WW‘AH ‘F??P“j“H"““‘
m/z--> 50 100 150 200 250 300 350
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester P
67.0 12.50
m/z 95.10 54.63%
5000
09.0
294.0
oL L\“\u‘ uh ‘nhwu”‘ m m 2280 A
m/z--> 50 100 150 200 250 300 350 12.50

8270-BF052523.M Thu Jun 08 11:09:29 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27

Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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
TIC Integration Parameters:

: C:\Database\NIST20.L
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 14 16-Octadecenoic acid, methy... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.474 105.52 ng 3906890  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 95
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 93
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 93
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 86

Abundance Scan 1766 (12.474 min): BF133631.D\data.ms (-1764) (- m/z 55.10 100.00%
5I:
- M
P
231 1802 2222 264'32963 12.50
0 - m/z 41.10 64.65%
m/z--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
—A
5000 T T
87.0 12.50
264.0 m/z 69.10 60.19%
23.0  180.0 222.0 ‘
0! ‘d “\Hn‘ \\H‘H ‘\h o 1‘ P ;L . “‘ ‘2‘96‘0‘
miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
P
12.50
5000 m/z 74.10 57.44%
87.0
264.0
. 230  180.0 2220 296.0
m/iz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester 5
74.0 12.50
m/z 43.10 49.26%
5000
. 264.0
41.0 10.0
2220
ML | g | a0
O\\\“‘\‘H“J\“‘\”‘ uh “\\\\‘\\\H‘ &
m/z--> 50 150 200 250 300 12.50

8270-BF052523.M Thu Jun 08 11:09:33 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27

Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 15 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.557 20.63 ng 763946  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl stearate

2 Heptadecanoic acid,
3 Pentadecanoic acid,
4 Heptadecanoic acid,

16-methyl-,

methyl ester

methyl ester

298 C19H3802

. 298 (C19H3802

256 C16H3202
284 C18H3602

000112-61-8 98
005129-61-3 93
007132-64-1 87
001731-92-6 86

5 Heptadecanoic acid, 15-methyl-, . 298 C19H3802 054833-55-5 86
Abundance Scan 1780 (12.557 min): BF133631.D\data.ms (-1776) (] | m/z 74.00 100.00%
74.0
5000
143.1 U \
199.2 2553 12.50
390\‘ ‘\ 1 109.1) L | 29\8'3 °
ob—— A LA L b T m/z 87.05 72.05%
miz--> 50 100 150 200 250 300
Abundance #197277: Methyl stearate
74.0
5000 L :
143.0 255.0 298.0 12.50 .
‘ 199.0 m/z 43.10 42.65%
0 \2\9‘\.q‘ ‘M‘\ ‘L‘ \“H‘\%‘p?rwo‘{ \“ b \‘\ ‘f \‘ T \‘ “\ “‘\ T “ T
miz--> 50 100 150 200 250 300
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
P ‘
12.50
5000 ITI/Z 55.10 31.21%
28.0
143.0 2550 2930
199.0
b yaeo | 90 T
(o A 8 0 s it Y USRSY S BRVRSSPUMISRE MM SN
miz--> 50 100 150 200 250 300
Abundance #143571: Pentadecanoic acid, methyl ester — ‘
74.0 12.50
m/z 41.05 29.06%
5000
18.0 ‘ ‘ 143.0 213.0 256.0
ST 7 Y R A LU
m/z--> 50 100 150 200 250 300 12.50

8270-BF052523.M Thu Jun 08 11:09:34 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 16 9,12-Octadecadienoic acid (... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.586 2.80 ng 103858  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 95
2 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 95
3 Linoelaidic acid 280 C18H3202 000506-21-8 95
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 93
5 7-Hexadecyne 222 C16H30 074685-28-2 90
Abundance Scan 1785 (12.586 min): BF133631.D\data.ms (-1782) (- m/z 67.00 100.00%
67.0
5000 ﬁlﬁA
10.1 R
12.50
201.1
ob— ‘” ”H A A5E0 12362 20T 3231 g1 10 76.44%
miz--> 50 150 200 250 300
Abundance #173583: 9,12-Octadecad|enoic acid (2,2)-
67.0
5000 S :
12.50
09.0 m/z 41.10  58.69%
29. h 280.0
0 ALY 19802360 T
miz--> 50 100 150 200 250 300
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
T [
12.50
5000 m/z 55.10 56.75%
090
o u LAPT aes0 20 |
m/iz--> 50 100 150 200 250 300
Abundance #173566: Linoelaidic acid T ‘
67 12.50
m/z 95.10 54.14%
5000
09.0
280.0
o 2. 1950
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 17 Docosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.827 3.57 ng 97466  Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 95
2 Heptadecane 240 C17H36 000629-78-7 93
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
4 Octacosane 394 C28H58 000630-02-4 83
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 83
Abundance Scan 1826 (12.827 min): BF133631.D\data.ms (-1824) (- m/z 57.10 100.00%
57.1
99.0 12%6 ide
: 220.1 - .
ol d Ly 340 183 7T 2801 328\ a3 10 72.33%
miz--> 50 100 150 200 250 300
Abundance #212282: Docosane
57.0
5000 = —
12.50 13.00
99.0 m/z 71.10 63.38%
L4 1410 1830 5390 3100
O\\\\“‘\ ‘\‘\h‘\‘ \“\”\}“‘\‘\ \‘\" T “\\\\’1\\
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
— —
12.50 13.00
5000 m/z 85.10 45.13%
99.0
olsO | ||| 3410 m0 200
m/iz--> 50 100 150 200 250 300
Abundance #123971: Tetradecane, 2,6,10-trimethyl- — —
57.0 12.50 13.00
m/z 41.10 29.31%
5000
113.0 155.0
I O O RO 1V RO
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 18 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.186 5.41 ng 147739  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Pentacosane 352 (C25H52 000629-99-2 93
3 Octadecane 254 C18H38 000593-45-3 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 83
Abundance Scan 1887 (13.186 min): BF133631.D\data.ms (-1884) (- m/z 57.10 100.00%
57.1
5000 m
9.0 —— ——
220_1 13.00 13.50
- h“‘ e ““‘ L Sd D70 260208020 3520 4310 71.93%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —r ——
13.00 13.50
9.0 m/z 71.10 65.26%
osg L1 101302250 2900
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 48.24%
o L h\ | 14101830 250 29050 352
1 L A e T
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane T —
57.0 13.00 13.50
m/z 41.10 33.81%
- MWU
9.0
LT mosme e
om”_‘Hw‘u‘pm‘_m,um_m_ e e
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : @07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc

ALS vial : 18 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 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 19 Methyl 18-methylnonadecanoate Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.280 2.61 ng 71284  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 93
2 Silane, methylvinyl(trans-2-meth... 270 C15H3002Si 1000421-08-5 91
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 89
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 89
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 81

Abundance Scan 1903 (13.280 min): BF133631.D\data.ms (-1900) (- m/z 74.00 100.00%
74.0

-

5000
143.1
““ ‘ b0 2341 2831 5565 13.00 13.50

0 “‘WMWN‘WWMMNM‘V‘uE‘J)quw‘uu Luw07 m/z 86.95  64.37%
mfz--> 50 100 150 200 250 300 350
Abundance #232224: Methyl 18-methylnonadecanoate

74.0
5000 T

: T
13.00 13.50
m/z 43.10 46.65%

326.0

143.0

83.0

199.0 241.0 2

O,
m/z--> 50 100 150 200 250 300 350
Abundance #160789: Silane, methylvinyl(trans-2-methylcyclohexylox
87.0 159.0 5139 255.0

3

T T
13.00 13.50

5000 ITI/Z 55.00 37.00%
9 WMM
ol | ‘L‘ I M I
m/z--> 50 100 150 200 250 300 350
Abundance #179146: Heptadecanoic acid, methyl ester —— ——
74.0 13.00 13.50
m/z 57.05 27.64%
5000
143.0 284.0
2 e ]
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
BF133631.D
: 07 Jun 2023 18:27

Operator : CG\JU

Sample
Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

. 03038-01

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

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 20 Nonadecanoic acid, methyl e... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.951 2.87 ng 78301  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 93
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
4 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87

Abundance Scan 2017 (13 951 min): BF133631.D\data.ms (-2015) (- m/z 74.00 100.00%
74.0
5000
143.1
‘ “ ‘ | 21512552 350, 14.00
ob— \“\‘M‘ I mmm ol M‘M‘ b L) “\“ IR Sl m/z 87.00 72.25%
miz--> 50 100 150 200 250 300 350
Abundance #197271: Methyl stearate
74.0
5000 T
14.00
143.0 m/z 43.10  40.26%
c“ ‘ 199.0 255.0298.0
O L \‘\“‘\“ \‘“‘\“‘ \M\ ‘\ \“‘\ T \‘\“ \‘\ T \ “\‘\ T \“ T T T ‘ L
miz--> 100 150 200 250 300 350
Abundance #214951:Nonadecanok:add,nuﬁhyleﬁer
74.0
——
14.00
5000 m/z 55.05 37.42%
143.0
312.0
] e 0%
0 HH“‘ : “‘“uu“"mw_uH_‘m_m_”
m/z--> 100 150 200 250 300 350
Abundance #232220:Emosamﬁcadd,meﬂwleﬁer —
74.0 14.00
m/z 75.00 24.66%
5000
29. 143.0
‘ ‘ 283.0 3260
ol bl iy | 199020107850 (1 el
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060723\
Data File : BF133631.D

Acqg On : 07 Jun 2023 18:27
Operator : CG\JU

Sample : 03038-01

Misc :

ALS Vvial : 18 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|
Butane, 2-metho... 2.122 8.1 ng 283666 1 6.834 704100 20.0
Naphthalene, 1,... 8.939 2.9 ng 138657 2 8.116 945170 20.0
Hexadecane 9.804 2.9 ng 121313 3 9.875 850479 20.0
Octacosane 10.304 4.8 ng 203404 3 9.875 850479 20.0
Tridecane 10.528 3.1 ng 132497 3 9.875 850479 20.0
Tetradecane 10.780 9.5 ng 352737 4 11.363 740532 20.0
Nonadecane 11.227 6.1 ng 226304 4 11.363 740532 20.0
Eicosane 11.257 3.3 ng 123083 4 11.363 740532 20.0
Pentadecane 11.657 5.0 ng 185016 4 11.363 740532 20.0
Hexadecanoic ac... 11.757 40.4 ng 1496950 4 11.363 740532 20.0
n-Hexadecanoic ... 11.892 6.1 ng 226010 4 11.363 740532 20.0
Tridecane, 6-pr... 12.063 5.4 ng 201285 4 11.363 740532 20.0
9,12-Octadecadi... 12.457 158.1 ng 5851940 4 11.363 740532 20.0
16-Octadecenoic... 12.474 105.5 ng 3906890 4 11.363 740532 20.0
Methyl stearate 12.557 20.6 ng 763946 4 11.363 740532 20.0
9,12-Octadecadi... 12.586 2.8 ng 103858 4 11.363 740532 20.0
Docosane 12.827 3.6 ng 97466 5 14.010 546481 20.0
Heneicosane 13.186 5.4 ng 147739 5 14.010 546481 20.0
Methyl 18-methy... 13.280 2.6 ng 71284 5 14.010 546481 20.0
Nonadecanoic ac... 13.951 2.9 ng 78301 5 14.010 546481 20.0
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