LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050224\
Data File : BG061088.D

Acg On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4 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 : 0 Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA G\Methods\8270-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG061088.D\data.ms

peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 3.152 23 28 36 rBv 22080 37616 2.30% 0.424%
2 3.675 112 117 127 rVB 14846 23169 1.42% 0.261%
3 5.525 425 432 442 rBV 359483 567935 34.70% 6-399%
4 7.106 693 701 712 rBV 383475 655297 40.04%  7.383%
5 7.934 834 842 849 rBV 117805 192298 11.75% 2.167%

9.086 1029 1038 1047 rVB 245521 433411 26.48%  4.883%
10.725 1310 1317 1324 rBV 144921 257001 15.70%  2.896%
691522 1084350 66.25% 12.217%
14.562 1963 1970 1977 rBV 248190 374391 22.88% 4.218%
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10 16.048 2217 2223 2233 rBV 634993 965242 58.98% 10.875%
11 17.306 2431 2437 2442 rBV 305479 441827 27.00% 4.978%
12 17.347 2442 2444 2452 rVB2 15858 20639 1.26% 0.233%
13 18.205 2584 2590 2602 rBV 121703 182273 11.14%  2.054%
14 19.280 2769 2773 2780 rVB5 16468 32854 2.01% 0.370%
15 19.362 2780 2787 2793 rBV 60006 91186 5.57% 1.027%
16 19.480 2801 2807 2817 rBvV2 57594 101773  6.22%  1.147%
17 19.644 2831 2835 2840 rVB6 13976 24328 1.49%  0.274%
18 19.721 2840 2848 2855 rBV 49015 86688 5.30% 0.977%
19 19.926 2877 2883 2889 rBV 1328479 1636679 100.00% 18.440%
20 20.149 2916 2921 2928 rBV2 33473 74206 4.53% 0.836%
21 20.314 2945 2949 2954 rBV2 10023 19754 1.21% 0.223%
22 20.890 3042 3047 3053 rBv2 48955 81431 4.98% 0.917%
23 21.242 3102 3107 3114 rBV6 37499 89814 5.49% 1.012%
24 21.565 3155 3162 3167 rBV2 294497 524819 32.07% 5.913%
25 21.659 3173 3178 3184 rVB2 38505 73973  4.52% 0.833%
26 22.370 3295 3299 3302 rBv4 20608 36483 2.23% 0.411%
27 22.523 3320 3325 3330 rBv2 35306 75973  4.64% 0.856%
28 22.570 3330 3333 3343 rVB3 38075 79615 4.86% 0.897%
29 23.510 3488 3493 3501 rvB4 21890 50966 3.11% 0.574%
30 23.828 3542 3547 3556 rVB2 37660 89824 5.49% 1.012%
31 24.679 3684 3692 3703 rBY 152268 469765 28.70% 5.293%

Sum of corrected areas: 8875580
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG061088.D\data.ms

1200000
1000000
800000
600000

400000 5.525 7.106

9.086

200000 7934 10.725

B8.152 3.675
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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: BG061088.D\data.ms

19.926
1200000

1000000

800000

13.181
16.048

600000

400000
17.306 21.565
14.562

200000 18.205

17/347 )\ 1592%@%
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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: BG061088.D\data.ms

20.8991.2421.659
05k£1814
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.152 3.91 ng 37616 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 40
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 37
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 33
5 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 25
Abundance  Scan 28 (3.152 min): BG061088.D\data.ms (-23) (-) m/z 73.00 100.00%
3.0

73.
43.0
5000
550 87.1

3.20 340 3.60
\\‘\\\\‘\\\\’\\\\‘\\}‘\“\\\\“\‘\\\’\\\\"\\\\‘\\\\ m/Z 43-00 61-99%

m/z--> 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

5000 R S

430 950 3.20 3.40 3.60
87.0 m/z 55.05 39.90%
27.0
H\H‘M“\“H“i‘”‘w“**“‘WHHWWmvml‘owl"pw
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #15755: 3-Hexanol, 2,4-dimethyl-
73.0

45.0 [ St | SR
55.0 320 3.40 3.60

5000 87.0 m/z 87.10 35.63%

29.0
L

RN RAREN RN RN RARRR j\

m/z--> 20 30 40 50 60 70 80 90 100
Abundance #955: 1-Propene-1-thiol T e AR I
73.0 3.20 340 3.60

m/z 41.00 21.24%

5000
45.0
H‘ 55.0 il A M I

T ‘
m/z--> 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 unknown3.675 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.675 2.41 ng 23169 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
2 Formamide 45 CH3NO 000075-12-7 5
3 Propylene Glycol 76 C3HB802 000057-55-6 4
4 Thiirane 60 C2H4S 000420-12-2 4
5 Isopropyl Alcohol 60 C3H80 000067-63-0 4
Abundance Scan 117 (3.675 min): BG061088.D\data.ms (-112) (-) m/z 45.00 100.00%
45.0
5000
R RENEEEEEE
61.0 3.40 3.60 3.80 4.00
H‘HH‘HH‘HH‘HH‘HH‘HH‘\HHH\{}H\‘HH‘\H\‘E\H‘\\H‘HH‘HH‘HH‘ m/Z 43-00 19-91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 LN L B I B

3.40 3.60 3.80 4.00
m/z 61.00 6.89%

29.
19.0 ‘ ‘
| | 38.0 |

6%0
H‘\H\‘H\HHH‘HH‘HHiHH‘HH‘HH{\H‘H\.\‘\i\\‘\\\\‘\\\\‘HH‘\-\H‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #102: Formamide
45.0
R AAEaEEEE
3.40 3.60 3.80 4.00
5000 29.0 m/z 42.00 4.93%
H"H"m"H"WH‘;kuwwmm"“‘H"""‘m,uwm,w_m,
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 AM n
Abundance #1083: Propylene Glycol e e
45.0 3.40 3.60 3.80 4.00

m/z 41.00 4.35%

5000

29.0
190 |7 380 5305%0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.205 8.25 ng 182273  Phenanthrene-d10 17.306
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 52
Abundance Scan 2590 (18.205 min): BG061088.D\data.ms (-2584) (- | m/z 43.05 100.00%
43.0
73.0
5000
1291 213.2
oo S
H ‘ 1 157-118‘5'2 256.3 18.00 18.50
Hw‘uwwﬂh:mm“HWHW_me‘ﬂWﬂ‘WMm_uw‘kw‘uhu“ m/z 59.95  83.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T IR
18.00 18.50
0,
97.0 1670052130 2560 W7 41.00  78.48%
H\‘HH"}‘HH!H \HM\‘H\L\wh““\\‘”‘M\“\‘H‘HH’HH’\‘H\‘H\‘\‘HH‘\H!‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid
73.0
43.0 s e
18.00 18.50
5000 129.0 m/z 55.00 75.72%
185.0
e
1‘?9“”‘,”‘”» L Mumw mww,um,mm_ww_ww
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #35300: Nonanoic acid T —
60.0 18.00 18.50
m/z 73.00 72.22%
5000
115.0
29.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.480 3.88 ng 101773  Chrysene-d12 21.566
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 Tridecanoic acid 214 C13H2602 000638-53-9 43

Abundance Scan 2807 (19.480 min): BG061088.D\data.ms (-2801) (- | m/z  43.05 100.00%

43.0
5000
129.1 1851 241.2 —
TR T T
\\\“i ‘ \“”\ ““ \““‘MH‘HH“\ ‘\“ ‘\M‘\ \"‘\”\\\‘\\\\‘\\\\‘\\4.\\“ m/Z 55.00 71.86%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ——
19.50
} 185 0 284.0 m/z 57.05 70.16%
\\“\H‘ ‘ “‘ 1‘ \\ !\23*’Ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #109279: Tetradecanoic acid
.0

-

74
—
19.50
5000 129.0 m/z 60.00 66.19%
185.0
27.
50
60

m/z--> 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid

.( 19.50

m/z 41.00 65.74%
5000 129.0
” 213.0

“““h‘H‘MH H“‘,HH,‘mwmwmwm ——

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\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.150 2.83 ng 74206  Chrysene-d12 21.566
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72

Abundance Scan 2921 (20.149 min): BG061088.D\data.ms (-2916) (- m/z 57.05 100.00%

57.0
5000
— —
99.1
h | ‘ | }41.1 18‘9.1 2341 5873 20.00 20.50
e H‘WMMNMWMWW“WMNuWWW T m/z 43.00 85.09%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T —
20.00 20.50
m/z 71.10 50.73%
°9.0 141.0 39.0
T : ‘M\ hh‘ \“h\ ““ \“‘ \“\ \‘ "‘\ ]‘\-8\3\0‘ T \“ T \2\8\1'\0‘ :\52\3\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl-
57.0
— —
20.00 20.50
5000 m/z 85.10 46.20%
99.0 182.0
LU 34301820 2950 28103300
m/z--> 50 100 150 200 250 300 350 AJ\/W
Abundance #90190: Pentadecane M&MM‘ e ‘ ﬁWﬂWﬁM
57.0 20.00 20.50
m/z 55.00 39.25%
99.0
LT e a0 R
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 6 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.890 3.10 ng 81431  Chrysene-d12 21.566
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
2 Pentacosane 352 C25H52 000629-99-2 83
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 3047 (20.890 min): BG061088.D\data.ms (-3042) (- | m/z 57.10 100.00%
57.1
2000 /\//\/JU
13.2 2050 2100
' 183.2 267 1 : :
Y ]M‘ s 2ol 3012 4201t 43 10 98.37H
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158611: Octadecane, 2-methyl-
57.0
5000 — —
20.50 21.00
0,
5o 295.0 m/z 71.05 45.80%
2‘.0\\“‘\‘“\.\\].l‘\l\\\\\]‘-\B\QIO\’T\‘\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
P P
20.50 21.00
5000 m/z 41.05 34.97%
\H | | J | \1\6\9\0\2\2502810 352.0 MM
Pt “““ A  F AR
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane “ T
57.0 20.50 21.00
m/z 85.10 34.26%
5000
‘\‘ q\‘¥690 225.0  309.0 365.0 436.(
_‘“‘H“‘“H‘“"W““‘H““‘w““_““ e —r
m/z--> 0 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 7 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.242 3.42 ng 89814  Chrysene-d12 21.566
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 52
2 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 50
3 1-Eicosene 280 C20H40 003452-07-1 49
4 Docosyl isobutyl ether 382 C26H540 1000406-33-1 47
5 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 47

Abundance Scan 3107 (21.242 min): BG061088.D\data.ms (-3102) (-  m/z 57.10 100.00%

57.1
5000
226.1
— —
l “7 0 298.9 399.1 21.00 21.50
_H‘w‘m‘uMw"\“e‘ww‘w"wwww"u"_"‘\w_ww_ww m/z 43.10 83.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 T —
21.00 21.50
5.0 m/z 55.00 78.27%
L ‘ f ~196.0
‘\A‘H‘HL\k\\\l\JTl‘\LHH\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester
57.0
— —
21.00 21.50
5000 m/z 41.00 64.73%
5.0 2240
UL 415.0 620.1
‘H"H‘w‘H‘_‘H_‘H‘H‘W‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #173727: 1-Eicosene T —
43.0 21.00 21.50
m/z 83.10 39.24%
5000 10
2800
1LA}M —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 8 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.660 2.82 ng 73973  Chrysene-d12 21.566
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Octadecane 254 C18H38 000593-45-3 76
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 74
4 Tetradecane 198 C14H30 000629-59-4 70
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 68
Abundance Scan 3178 (21.659 min): BG061088.D\data.ms (-3173) (- | m/z 57.00 100.00%
57.0
‘ ‘ 2150  22.00
127.0 . .
RS 2iRA2er 4, 87424208 L, s 00 75.54%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane
57.0
5000 —r e
21.50 22.00
m/z 71.05 39.38%
L) 2016m0 _ 2e90
‘\\\\‘\\\\‘\\\\‘\\\\‘!\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400 450
Abundance #141056: Octadecane
57.0
— —
21.50 22.00
5000 m/z 85.05 31.35%
\J “ I\ |wllll‘3 “0‘1‘69 0 254.0
A e e B AR R me s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59045: Dodecane, 2-methyl- T —
43.0 21.50 22.00
m/z 41.00 27.70%
5000
141.0
_“1‘ “‘l‘u“M\_mwwm‘,W_MHH_‘ —_— _—
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 9 Pentadecane, 8,8-diheptyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.523 2.90 ng 75973  Chrysene-d12 21.566
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 8,8-diheptyl- 408 C29H60 055268-72-9 70
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 58
3 Hentriacontane 437 C31H64 000630-04-6 58
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 53
5 Octadecane 254 C18H38 000593-45-3 53
Abundance Scan 3325 (22.523 min): BG061088.D\data.ms (-3320) (- m/z 57.05 100.00%
57.0
5000 WMNWMwFL%/\MMNwWVMWJ
13.1 193.0 2556
242.1 :
t ‘ ! \l\\:\lﬂ \H‘Mm‘ \ H HM H\M ‘HH \u}H‘u\ i ‘Hiﬂm‘w " ‘\ 7?)‘(‘)“8 ‘4\.‘ 1 ‘3‘7%‘:‘3 ‘\ T m/z 43.10 95.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307036: Pentadecane, 8,8-diheptyl-
57.0
309.0
5000 —— :
22.50
m/z 71.05 48.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl-
57.0
T I
22.50
5000 m/z 41.00 38.11%
13.0
A \ﬁ‘ i 202060 2810 s370 WWW’M/\WVW
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane T ‘
57.0 22.50
m/z 85.00 37.84%
5000
13.0 1
: h\ i ]1‘ | \’\6?0 ‘2250‘ 3?90 %650 ‘ 4371‘
coper e b e SR T Y T —r
m/z--> 50 100 150 200 250 300 350 400 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 10 unknown22.750 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.570 3.03 ng 79615  Chrysene-d12 21.566
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1-(phenylmethyl)- 218 C17H14 000611-45-0 47
2 1,4-Methanonaphthalene, 1,4-dihy... 218 C17H14 055028-73-4 47
3 Anthracene, 9-(2-propenyl)- 218 C17H14 023707-65-5 46
4 2-Amino-1,2,3,4-tetrahydronaphth... 335 C17H29N02Si2 1000501-34-0 43
5 1,4-Naphthoquinone, 2-ethyl-5,8-... 218 C12H1004 015012-53-0 38
Abundance Scan 3333 (22.570 min): BG061088.D\data.ms (-3330) (- m/z 218.10 100.00%
218.1
5000 274.1
39.0 107.1 169. }‘ I 331.7 402.0 471. 22.50
— ‘\\“‘uh ‘\‘M‘ ‘I‘ \‘n‘mw Hilh }mm‘ i n‘l pll ol [ ‘qu‘\u‘m‘m‘ . ‘n‘ S ‘l T = L m/Z 274_15 42_21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96908: Naphthalene, 1-(phenylmethyl)-
218.0
5000
22.50
115.0 m/z 202.05 36.76%
\\‘\‘\i\\“\m\u“w\\\“\‘\‘]-‘é\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400 450
Abundance #96917: 1,4-Methanonaphthalene, 1,4-dihydro-9-phenyl-
T i o
‘ i
22.50
5000 m/z 219.20 26.20%
141.0
woms |||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96906: Anthracene, 9-(2-propenyl)- . WMN¢NMM
218.0 22.50
m/z 215.10 17.84%
5000
270 1010 1650 |
el 4l T A
L B L o AT e L
m/z--> 50 100 150 200 250 300 350 400 450 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 11 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.510 2.17 ng 50966  Perylene-d12 24.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 92
3 Tetradecane 198 C14H30 000629-59-4 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 3493 (23.510 min): BG061088.D\data.ms (-3488) (- m/z 57.05 100.00%
57.0

-

5000
207.0 L |
L ol 38004080 00
- ‘MM e b A g \‘h\\\‘w\\‘“‘m‘\ TRV NI AN T m/z 43.00 81.02%
miz—> 0 50 100 150 200 250 300 350 400
Abundance #107219: Hexadecane
57.0
5000 \

——
23.50
m/z 71.00 51.06%

miz—> 0 50 100 150 200 250 300 350 400

13.0
226.0
\‘J |\ ‘“]J \“ 1y 169.0

-

Abundance #158600: Nonadecane
57.0
— ‘
23.50
5000 m/z 85.10 39.54%
L1130 1600 2680
B B B e T A B e I I
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #74004: Tetradecane T ‘
57.0 23.50
m/z 41.00 33.12%
- W
| L || 17130, | 1980
Lli [ T Y Y
R I e R A BN RN RS ——
m/z--> 0 50 100 150 200 250 300 350 400 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050224\
Data File : BG061088.D

Acq On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 12 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.828 3.82 ng 89824  Perylene-d12 24.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Heneicosane 296 C21H44 000629-94-7 58
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 58
4 Heptacosane 380 C27H56 000593-49-7 52
5 Nonadecane 268 C19H40 000629-92-5 52
Abundance Scan 3547 (23.828 min): BG061088.D\data.ms (-3542) (- | m/z 57.10 100.00%
57.1
2000 wwﬂﬁ\wﬂww/\VMwwwauu
Tg.o — ——
203.1 23.50 24.00
149.1 273.0 354.4
1 “ f ‘\‘ \MH\ ‘\““ \‘I fu—y ”‘““\”“\W\M e i‘\‘\m‘“‘h\“‘{‘“ o l‘ 1 ““‘\ T \3?7 m/Z 43. 10 65.05%
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
5000 — e
23.50 24.00
F m/z 71.05 51.31%
9.0
T \“\ : “\ U \“\ “‘ \‘ \1\4\‘]_‘.0\]-\8\3\.(‘)\ \2\4(\).‘()\ LI ‘ T T 1T ‘ T T 1T
miz--> 50 100 150 200 250 300 350
Abundance #194589: Heneicosane
57.0
— —r
23.50 24.00
5000 m/z 85.05 33.39%
9.0
141.0 296.0
14-4 DR v S
m/z--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl- — —
57.0 23.50 24.00
m/z 55.00 31.38%
9.0 540
T e ozse0zsio B
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050224\
Data File : BG061088.D

Acg On I 2 May 2024 11:17
Operator : MA/JU

Sample : P2330-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .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... 3.152 3.9 ng 37616 1 7.934 192298 20.0
unknown3.675 3.675 2.4 ng 23169 1  7.934 192298 20.0
n-Hexadecanoic ... 18.205 8.3 ng 182273 4 17.306 441827 20.0
Octadecanoic acid 19.480 3.9 ng 101773 5 21.566 524819 20.0
Heptadecane, 9-... 20.150 2.8 ng 74206 5 21.566 524819 20.0
Octadecane, 2-m... 20.890 3.1 ng 81431 5 21.566 524819 20.0
Ethanol, 2-(tet... 21.242 3.4 ng 89814 5 21.566 524819 20.0
Nonadecane 21.660 2.8 ng 73973 5 21.566 524819 20.0
Pentadecane, 8,... 22.523 2.9 ng 75973 5 21.566 524819 20.0
unknown22.750 22.570 3.0 ng 79615 5 21.566 524819 20.0
Hexadecane 23.510 2.2 ng 50966 6 24.680 469765 20.0
Heptadecane 23.828 3.8 ng 89824 6 24.680 469765 20.0
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