LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

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_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO60760.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  3.099 9 19 28 rBV2 465474 1176396 26.75% 3.827%
2 3.176 28 32 48 rVB 578304 1079337 24.54% 3.511%
3  3.358 58 63 74 rVB2 23662 51151 1.16% ©0.166%
4 3.693 114 120 128 rBV 50856 82294 1.87% 0.268%
5 5.537 426 434 445 rBV 1115832 1772556 40.30% 5.767%
6 7.118 693 703 712 rBV 1100426 1862719 42.35% 6.060%
7 7.958 838 846 854 rBV 295265 490482 11.15% 1.596%
8 9.110 1034 1042 1052 rBV 688027 1203389 27.36% 3.915%
9 10.755 1314 1322 1330 rBV 370582 664083 15.10% 2.160%
10 11.489 1441 1447 1453 rBV3 34795 64728 1.47% 0.211%

11 13.211 1733 1740 1748 rBV 1737280 2653472 60.33% 8.632%
12 14.586 1967 1974 1981 rVB 592943 935888 21.28%  3.045%
13 14.821 2003 2014 2022 rBV 1935043 4344899 98.79% 14.135%
14 16.072 2219 2227 2234 rBV 1417482 2224768 50.58%  7.238%

15 17.330 2435 2441 2447 rBV 812183 1213147 27.58%  3.947%
16 18.029 2555 2560 2566 rVB2 42233 63654 1.45% 0.207%
17 18.240 2591 2596 2604 rBV 358912 524756 11.93% 1.707%
18 18.375 2612 2619 2629 rVB2 55928 180591 4.11% ©.588%
19 19.104 2740 2743 2749 rBV2 32159 49601 1.13% 0.161%
20 19.333 2778 2782 2786 rBV 38079 44520 1.01% ©.145%
21 19.515 2809 2813 2817 rBV 187229 262017 5.96% ©.852%

22 19.574 2817 2823 2832 rVB2 140114 342061 7.78% 1.113%
23 19.956 2882 2888 2895 rBV 3314687 4398090 100.00% 14.308%

24 20.479 2971 2977 2984 rVB 222973 384205 8.74% 1.250%
25 21.284 3108 3114 3124 rBV2 433957 810355 18.43% 2.636%

26 21.595 3161 3167 3173 rVB 855815 1328125 30.20%
27 22.189 3262 3268 3275 rVB 199613 416095  9.46%
28 23.223 3438 3444 3455 rVB2 143428 381387 8.67%
29 24.415 3642 3647 3659 rVB3 102800 302254 6.87%
30 24.733 3693 3701 3715 rVB 488002 1431387 32.55%

AO R RN
N
N
=
R

Sum of corrected areas: 30738407
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060760.D\data.ms

3000000
2500000
2000000

1500000

5.537 7.118
1000000

9.110
8o

500000 10.755

7.958
358.693 J\ 11.489

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG060760.D\data.ms

19.956
3000000

2500000

2000000 14.821
13.211

1500000 16.072

1000000 21.595

14.58 21.284

20.479 22.189
il |

L L e o L R R S e T e e e e e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060760.D\data.ms

500000

3000000
2500000
2000000
1500000
1000000
24.733

500000
23.223 24.415

o

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.176  44.01 ng 1079340 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25

4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 32 (3.176 min): BG060760.D\data.ms (-28) (-) m/z 73.05 100.00%

73.0
5000

T
39 3.20 3.40 3.60
0 A e e e B s o o o e m/z

a ‘1111 165.0 215.8 251.9 331. 43.05 52.72%
m/z--> 50 100 150 200 250 300
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e
320 340 360

m/z 55.00  33.28%

O T h‘\ \ T ‘\ ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 100 150 200 250 300
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

3.20 340 3.60

5000 m/z 87.10 25.11%
0 e —
miz--> 50 100 150 200 250 300
Abundance #2247: Silane, tetramethyl- Ao
73.0 3.20 3.40 3.60

m/z 41.05 15.69%

5000
29. OM
0 I

m/z--> 50 100 150 200 250 300 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Heptane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.358 2.09 ng 51151 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 83
2 Oxalic acid, octyl propyl ester 244 C13H2404 1010309-26-1 42
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 37
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 37
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 36

Abundance  Scan 63 (3.358 min): BG060760.D\data.ms (-58) (-) m/z 43.00 100.00%

5000 J\f\kj\
100.0 “é%b”éhb”ééa“‘
Ll 221.6 316. = .
ob—tll m/z 57.10 52.51%
miz-> 50 100 150 200 250 300
Abundance #4463: Heptane
43.0
5000
3.20 3.40 3.60
m/z 41.00 48.08%
L
O\\‘\i““\\‘\‘\l\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance #127930: Oxalic acid, octyl propyl ester
43.0
RN EREEEEN
3.20 3.40 3.60
5000 m/z 71.10 43.40%
H ‘ 84.0 157.0
o‘H‘J‘u”u‘umH“HH_H‘_H‘_‘
miz--> 50 100 150 200 250 300
Abundance #126390: Octane, 1,1'-oxybis- R mam
57.0 3.20 3.40 3.60
m/z 56.10  29.30%
5000
111.0
L E I e T B
m/z--> 50 100 150 200 250 300 3.20 3.40 3.60

8270-BGO32924.M Thu Apr 04 14:59:31 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Propylene Glycol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.693 3.36 ng 82294  1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 56
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 39
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 2-Hexanol 102 C6H140 000626-93-7 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 120 (3.693 min): BG060760.D\data.ms (-114) (-) m/z 45.00 100.00%

45.0
5000 k A
e ARARNEREREE S
3.40 3.60 3.80 4.00
b9 e 22202089 /7 43,00 18.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 UL L B L I B L L
3.40 3.60 3.80 4.00
m/z 44.05 4.65%
O \\]-\9‘9\”\\“1\\\“‘\ZG\.R\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
A ARAREEEEREE
3.40 3.60 3.80 4.00
5000 m/z 61.00 4.38%
0L 190 ‘
e B S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- b e
45.0 3.40 3.60 3.80 4.00
m/z 46.00 3.10%
5000
YN TR NN —— (| St S—
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 unknownl4.821 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.821 92.85 ng 4344900  Acenaphthene-di10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 10
2 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 10
3 Acetic acid, cyano(hydroxyimino)... 170 C7H10N203 076101-98-9 10
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
5 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 10
Abundance Scan 2014 (14.821 min): BG060760.D\data.ms (-2003) (- | m/z 43.00 100.00%
43.0
5000
97.0
— —
“ | 1‘551 14.50 15.00
okl UL 8204 h/; 57.65  56.30%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — —
14.50 15.00
m/z 59.10  35.49%
0 ' \‘ I \ 1153.0 210.0 267 0321.0 490.(
\\‘\\\\‘\\\\\\\\‘\\ T ‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109018: trans-5-Isopropyl-6,7-epoxy-8-hydroxy-8-methy
43.0
14 50 15 00
m/z 41.10 30.07%
5000 112.0
N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45751: Acetic acid, cyano(hydroxyimino)-, 1,1-dimethyle
57.0 14 50 15 00
m/z 97.05  29.80%
5000
155.0
0 J‘#“w meH‘IHH_m_H“m‘_m_m_”w
m/z--> 50 100 150 200 250 300 350 400 450 14 50 15 00

8270-BGO32924.M Thu Apr 04 14:59:33 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.240 8.65 ng 524756  Phenanthrene-d10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Isopropyl palmitate 298 C19H3802 000142-91-6 64

Abundance Scan 2596 (18.240 min): BG060760.D\data.ms (-2591) (- | m/z 43.10 100.00%

43.1
73.0
5000
129.0

213.1 T —
‘ 101.0 171.1 256.1 18.00 18.50
[ — m/z 60.00  86.98%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 ‘
129.0 18.00 18.50

m/z 73.00 74.91%

213.0
157.0185.0
O:I\-\s\-\()u‘l\m\\”!” ‘W‘ “Wu,uu‘\\‘u‘\‘\\‘H‘u\‘\‘\‘\u,uu“\u
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #92070: Tridecanoic acid
73.0

43.0 18.00 18.50
5000 ITI/Z 57.10 72.11%
129.0
1710 2140
0 m! ‘H lcw bbb e
m/z--> 20 40 60 80 100 120 140160 180200220 240 260
Abundance #126202: Pentadecanoic acid —T —
43.0 73.0 18.00 18.50

m/z 41.05 68.78%

5000
129.0 2420
‘ ‘ 199.0
. ‘ ‘ H ‘ HM‘ (ﬁ‘ \M m 171 0\ ‘ l — T T

J T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50

o

8270-BGO32924.M Thu Apr 04 14:59:34 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Dodecane, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.375 2.98 ng 180591  Phenanthrene-di10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
5 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 64
Abundance Scan 2619 (18.375 min): BG060760.D\data.ms (-2612) (- | m/z 57.10 100.00%
57.1
" MWJ\WVNﬂV/\WmefWNW/
H 99.0 18.00 18:50
140.0171.1 211.1 275.1 : .
0 “‘L‘ww‘w‘d‘ﬂmumwuw*wwm”‘wu‘wu, — m/z 43.10 70.62%
miz--> 0 50 100 150 200 250
Abundance #59045: Dodecane, 2-methyl-
43.0
5000 = —~
85.0 18.00 18.50
1410 m/z 71.85 56.02%
02‘0\ \L‘\ ‘\‘ ‘H\ w‘ il h“ \“ T 1“ T ‘\18\4\0‘ LB I
miz--> 0 50 100 150 200 250
Abundance #45507: Decane, 3,8-dimethyl-
57.0
— ——
18.00 18.50
5000 m/z 85.10 43.79%
‘ ‘ 113.0
. 101 G O - —
m/iz--> 0 50 100 150 200 250
Abundance #228591: Tetradecane, 1-iodo- — —
57.0 18.00 18.50
m/z 41.00 31.65%
h JL/
99.0
. A g PSS
m/z--> 0 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.515 3.95 ng 262017  Chrysene-di12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2813 (19.515 min): BG060760.D\data.ms (-2809) (- | m/z 43.05 100.00%
43.0
5000
129.1
241.2 R I
H 185.1 ‘ 19.50
- JLWuW““‘w“H“uuggﬁf““‘w“f¥?' m/z 57.10 82.82%
miz--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 —— :
129.0 1950
29, ‘ 185.0 284.0 m/z 60.00 78.48%
O' ‘\“‘\“"L“‘““m\“‘\\\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
60.(¢
U \
19.50
5000 129.0 m/Z 73.00 74 .34%
H 213.0
MY VYT S N
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid T
3.0 19.50
m/z 41.00 70.27%
5000 129.0
2
°4 199.0
oL A d A1 1) L 24po -
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Tridecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.574 5.15 ng 342061 Chrysene-d12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87
2 Heptadecane 240 C17H36 000629-78-7 83
3 Octadecane 254 C18H38 000593-45-3 78
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
Abundance Scan 2823 (19.574 min): BG060760.D\data.ms (-2817) (- | m/z 57.10 100.00%
57.1
w0 A/\WJ‘/LM
T \
99.1 19.50
155 1
ob bl by 192 19722202 2671 814 . 4316 73.58%
miz-> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — ‘
19.50
m/z 71.10 48.76%
‘ 99.0 183.0
O T “\‘ ‘\ ‘ \ ‘1‘ \L‘\ “‘ \‘ T ;\-4\‘]“‘()‘\ T \‘ T ‘ T T T T ‘ T T T \3‘19.\0
miz-> 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
U \
19.50
5000 m/z 85.05 40.07%
99.0
““ N i i
miz--> 100 150 200 250 300
Abundance #141057: Octadecane — ‘
57.0 19.50
m/z 41.00 24.85%
5000
99.0
o250, ‘\« Ll M10 1830 2102500 -
m/z--> 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 4-Methylheneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.479 5.79 ng 384205 Chrysene-d12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylheneicosane 310 C22H46 025117-29-7 95
2 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2977 (20.479 min): BG060760.D\data.ms (-2971) (+ ' m/z 57.10 100.00%

57.1
5000
T
‘ L) 1972 ) 20.50
ol A ald L 22001 20713411 4235 n/ 43.05  65.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212284: 4-Methylheneicosane
57.0
5000 LN

20.50
m/z 71.05 51.90%

130 267.0
O‘\H\‘ \‘“‘\\‘\“H\‘l‘\”\‘\"\‘H‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0
—

20.50
5000 m/z 85.10 36.04%
183.0
13.0
oL L0 T a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #176396: Nonadecane, 9-methyl- —
57.0 20.50
m/z 55.05 23.70%
5000
140.0
SRR S URESONEE: LN 2 N— -
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 11 Silane, trichlorooctadecyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21284 1220 ng 810355 Chrysene-d12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 silane, trichlorooctadecyl- 386 C18H37C1351  000112-04-9 92
2 Pentadecane 212 C15H32 000629-62-9 91

3 Carbonic acid, octadecyl prop-1-... 354 C22H4203
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403
5 Cyclotetradecane 196 C14H28

1000383-11-5 90
1000382-54-3 87
000295-17-0 86

Abundance Scan 3114 (21.284 min): BG060760.D\data.ms (-3108) (-
57.1

5000

11.1
ol ‘\ ‘\ |, .169.1 2251  303.1353.7 416.2
- o e

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

Abundance #292194: Silane, trichlorooctadecyl-
57.0
5000
13.0
0 x‘_ |40, 1750 2310 3030 3860
\\\\[\\\\’\\VT‘\\f\‘f\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\

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

m/z 57.10 100.00%

:

21.00 21.50

m/z 43.05 79.16%

:

21.00 21.50

m/z 55.05 51.14%

:

Abundance #90190: Pentadecane
57.0
21.00 21.50
5000 ITI/Z 71.05 47.18%
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester P e
57.0 21.00 21.50
m/z 41.10 36.91%
5000
11.0
ol \ L ., 168.0 224.0 297.0
- H e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.189 6.27 ng 416095  Chrysene-d12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 95
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Nonadecane 268 C19H40 000629-92-5 81

Abundance Scan 3268 (22.189 min): BG060760.D\data.ms (-3262) (- | m/z 57.10 100.00%

57.1
5000

T
22.00 22.50

1
169.1
0 HHL,HH]TJMef?",2‘2‘5”2_‘29‘?’_1‘3“‘?‘9?9‘3]‘1”““‘79‘ m/z 43.10  65.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 e —
22.00 22.50

m/z 71.10  48.98%

0
o | PP, 1830 2300 2060
T ’\\\\‘\\\\‘\\\\’1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141066: Heptadecane, 2-methyl-
43.0

T
22.00 22.50

5000 m/z 85.10 35.04%
1990 15502110
(O o B B L T L B o B o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74012: 3,5-Dimethyldodecane —T
57.0 22.00 22.50

m/z 55.05  23.27%

- W\MM/\J\MN/\V\AA
\‘ |

‘ 1130 169 0

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.50

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\

BGO60760.D
3 Apr 2024 13:24
: MA/JU
: P1954-01
: 6 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.223 5.33 ng 381387  Perylene-d12 24.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 72
5 Heneicosane 296 C21H44 000629-94-7 70

Abundance Scan 3444 (23.223 min): BG060760.D\data.ms (-3438) (- | m/z 57.10 100.00%

57.1
5000

T
23.00 23.50

]1 [, 1671 222.8 293.1 353.9400.2

0“‘¢p ““““pu‘“““““‘_““““““ m/z 43.10 60.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 —r— ——
23.00 23.50
m/z 71.10 54.14%
Of h‘\‘”\J‘ \“‘\‘\ \“\1\8\3\0‘\\2\3\9‘0\\2\9\6‘\0\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
—— —
23.00 23.50
5000 m/z 85.10 47.39%

o

13.0
L EP0 1800 2260
m/z--> 50 100 150 200 250 300 350 400

Abundance #211086: Tridecane, 1-iodo- —r T
57.0 23.00 23.50
m/z 55.10  22.72%
- MMMJ\/WNVW
183.0
13.0
o LR T awg
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24

Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Eicosane, 1-iodo- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24.415 4.22 ng 302254  Perylene-d12 24.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 80
2 Eicosane 282 C20H42 000112-95-8 78
3 Heneicosane 296 C21H44 000629-94-7 78
4 Hexadecane 226 Cl6H34 000544-76-3 74
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 74

Abundance Scan 3647 (24.415 min): BG060760.D\data.ms (-3642) (- | m/z 57.10 100.00%
57.1

5000

r

24.50
169.0 281.0
o_m_ﬂxﬂﬂmmﬁz‘sﬁ‘H‘_H?’ﬁl“gwf“z?ﬁf‘?s‘f‘ m/z 43.10 55.67%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #306637: Eicosane, 1-iodo-
57.0
5000 L
24.50
m/z 71.10 51.57%
O‘\\\!‘\\\\‘\\\!‘\\\\ !\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

:

Abundance #176386: Eicosane
57.0
24.50
5000 ITI/Z 85.10 45 .36%
0 J‘ \‘ |\ I J\H 11‘69 0225 0 282 o
ey ‘H“"H“"w““_““u““u““u,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane 1
57.0 24.50
m/z 55.05 25.75%
h Ww»/\“ww
113
ol 14 |1m.\\4§902250 296.0
e A A e T e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40324\
Data File : BGO60760.D

Acqg On : 3 Apr 2024 13:24
Operator : MA/JU

Sample : P1954-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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... 3.176 44.0 ng 1079340 1 7.958 490482 20.0
Heptane 3.358 2.1 ng 51151 1  7.958 490482 20.0
Propylene Glycol 3.693 3.4 ng 82294 1 7.958 490482 20.0
unknown14.821 14.821 92.8 ng 4344900 3 14.586 935888 20.0
n-Hexadecanoic ... 18.240 8.7 ng 524756 4 17.329 1213150 20.0
Dodecane, 2-met... 18.375 3.0 ng 180591 4 17.329 1213150 20.0
Octadecanoic acid 19.515 4.0 ng 262017 5 21.595 1328130 20.0
Tridecane, 1-iodo- 19.574 5.2 ng 342061 5 21.595 1328130 20.0
4-Methylheneico... 20.479 5.8 ng 384205 5 21.595 1328130 20.0
Silane, trichlo... 21.284 12.2 ng 810355 5 21.595 1328130 20.0
Heptadecane, 2,... 22.189 6.3 ng 416095 5 21.595 1328130 20.0
Hexadecane 23.223 5.3 ng 381387 6 24.738 1431390 20.0
Eicosane, 1-iodo-  24.415 4.2 ng 302254 6 24.738 1431390 20.0
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