LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48582.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.641 384 392 402 rBV 436776 689083 29.65% 4.884%
2 7.245 655 665 676 rBV 447553 770993 33.18% 5.465%
3 8.091 800 809 816 rBV 109762 182896 7.87%  1.296%
4 9.260 1000 1008 1015 rBV 277454 496789 21.38% 3.521%
5 10.917 1285 1290 1298 rVB 132150 241220 10.38% 1.710%
6 12.321 1522 1529 1534 rBV6 17620 32804 1.41% 0.233%
7 13.367 1700 1707 1714 rBV 692376 1042947 44.88% 7.392%
8 13.561 1734 1740 1745 rBV3 23677 38859 1.67% 0.275%
9 14.190 1842 1847 1849 rBV2 21346 28240 1.22% 0.200%
10 14.630 1918 1922 1928 rBV 39543 53377 2.30% 0.378%
11 14.748 1935 1942 1948 rVB 207631 341966 14.72%  2.424%
12 15.582 2080 2084 2089 rVB 46584 63204 2.72% 0.448%
13 15.993 2146 2154 2157 rBv4 14955 30408 1.31% 0.216%
14 16.234 2186 2195 2201 rBV 581790 886299 38.14% 6.282%
15 16.446 2225 2231 2239 rBV 54838 99023 4.26% 0.702%
16 17.239 2359 2366 2370 rBV2 48897 68177 2.93% 0.483%
17 17.292 2370 2375 2381 rVW5 21755 29986 1.29% 0.213%
18 17.498 2404 2410 2416 rBV 275212 422001 18.16%  2.991%
19 17.985 2489 2493 2498 rVB2 42207 49487 2.13% 0.351%
20 18.379 2553 2560 2574 rVB 149982 237347 10.21% 1.682%

21 18.673 2607 2610 2614 rVB2 34695 36880 1.59%
22 19.325 2711 2721 2733 rBV3 301820 958069 41.23%
23 19.448 2733 2742 2749 rVWV 363090 970157 41.75%
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24 19.536 2749 2757 2771 rVV 1075787 2323785 100.00% 16.471%
25 19.648 2772 2776 2778 rVV3 59116 84216  3.62% 597%
26 19.677 2778 2781 2793 rVB 91685 164814 7.09% 1.168%
27 20.112 2849 2855 2860 rVB 1187022 1564835 67.34% 11.091%
28 20.330 2887 2892 2897 rBv4 33956 58536  2.52% 0.415%
29 21.070 3013 3018 3023 rVB3 52615 90330 3.89% 0.640%
30 21.375 3065 3070 3074 rBV 21696 44091 1.90% 0.313%
31 21.428 3074 3079 3085 rVvv4 65855 163082 7.02% 156%

~N
(o]
~N
3R

32 21.505 3088 3092 3097 rVB 131250 182890
33 21.798 3134 3142 3148 rBV 287435 497058 21.39%
34 21.863 3148 3153 3158 rVB4 44111 83014
35 22.762 3298 3306 3313 rVB4 40134 101300 4.36%
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36 23.814 3478 3485 3491 rVB8 29766 77966  3.36% 0©.553%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 24.184 3543 3548 3554 rVB7 29476 58642 2.52% 0.416%
38 25.065 3692 3698 3702 rBV7 30522 68672 2.96% ©.487%
39 25.136 3702 3710 3725 rVB2 163445 483855 20.82%  3.430%
40 25.365 3743 3749 3752 rBV8 20036 37957 1.63% 0.269%

41 26.370 3914 3920 3934 rVB5 48819 152452 6.56% .081%
42 26.534 3937 3948 3953 rBV5 27902 100755 4.34% 0.714%

[y

Sum of corrected areas: 14108462
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance .
1200000 TIC: BG048582.D\data.ms

1000000
800000

600000

5.641 7.245
400000

9.260

200000
8.091 10.917

12.321

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\\
Time--> 350 4.00 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG048582.D\data.
1200000 alams 0.112

2
19.536

1000000

800000
13.367

600000 16.234

400000

14.748

200000

L3.561 14.19014-630 15.5835.99 6.446

O I e e e e L L B i e e e e e e e e e A L LA A A A A B S B B B

Time--> 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 : ' '
1200000 TIC: BG048582.D\data.ms

1000000
800000
600000

400000

25.136

23.8124.184 25.& 265%/834
Bges TR e

0‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

200000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Nonane, 3-methyl-5-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.321 2.72 ng 32804 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59
2 Tetradecane 198 C14H30 000629-59-4 53
3 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 53
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 53

Abundance Scan 1529 (12.321 min): BG048582.D\data.ms (-1522) (- m/z 57.10 100.00%

57.1
5000 85.1
WMAM

‘ ‘ 115.2 194.2 12 00 12. 50
ol b Ml T W 71.08 68.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48914: Nonane, 3-methyl-5-propyl- )&Wﬂvwwwmww
57.0
m
5000 850 12,00 12/50

m/z 43.05 55.72%

112.0 141.0
O\\\‘\‘\‘\\“‘\\\h‘\\“}\’\\\\‘\\‘1\‘\‘\\\i‘\\\\‘\\\]\-‘gﬁh\(\)\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
WNMM

1200 12.50

5000 85.0 m/z 85.10 41.75%
29.0
ootk L1 120 3110 160 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 w A

Abundance #90254: Sulfurous acid, hexyl 2-pentyl ester A‘ “W‘A‘ .

430 710 12.00 12.50
m/z 41.10 41.05%

5000 W
ol 1l ‘\ H iy, 1110 1370 167.0 MMMWMM

m/z--> 20 40 60 80 100 120 140 160 180 200 1200 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pentadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.630 3.12 ng 53377 Acenaphthene-d10 14.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tetradecane 198 C14H30 000629-59-4 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80

Abundance Scan 1922 (14.630 min): BG048582.D\data.ms (-1918) (-  m/z 57.05 100.00%

57.0
5000
99.0 1450 1500
1805
0 wz ‘w‘%fyﬁ‘\\\‘ ??Z' m/z 43.10 84.71%
m/z--> 50 100 150 200 250 300
Abundance #71393: Pentadecane
57.0
5000 e —
14.50 15.00
m/z 71.05 63.67%
‘”‘ | | ‘99"0 141.0 212.0
O\\\\“‘ \‘\M\“‘\“\“\\“‘\\\\‘\‘\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #59880: Tetradecane
57.0
14.50 15.00
5000 m/Z 41.10 46.14%
99.0
oL?‘Q“ bddar0 B8O
m/z--> 50 100 150 200 250 300
Abundance #105885: Octadecane T ——
57.0 14.50 15.00
m/z 85.10 44.42%
5000
99.0
L] L., | 1410 1830 2540
owuu‘h T L
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.582 3.70 ng 63204  Acenaphthene-die 14.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
3 10-Methylnonadecane 282 C20H42 056862-62-5 86
4 Octacosane 394 (C28H58 000630-02-4 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 2084 (15.582 min): BG048582.D\data.ms (-2080) (- m/ 57.10 100.00%

57.1
5000

99.1
“ | |, . 1541 2073 15.50
L i 1 43.10  58.08%
miz-> 50 100 150 200 250
Abundance #83027: Hexadecane
57.0
5000
15,50

m/z 41.05 57.53%

99.0
taof | | 4 (|, 1410 1e30 2260
miz--> 50 100 150 200 250
Abundance #141431: Eicosane, 10-methyl-
57.0

o

15.50
5000 m/z 71.10 52.85%
990 154.0
ol bl T 1970 2390 2810
m/z--> 50 100 150 200 250
Abundance #129494: 10-Methylnonadecane “M@NWWVM‘ : 4
57.0 15.50

5000
99.0 154.0
h‘ \ ‘\ \“\ “ 267.0 MMMA N"Mﬂ/\/’(‘ |

J
m/z--> 50 100 150 200 250 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.446 4.69 ng 99023  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octadecane 254 C18H38 000593-45-3 87
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 2231 (16.446 min): BG048582.D\data.ms (-2225) (- m/z 57.10 100.00%
57.1

> o m
——
h | 3014111692 240.1 16.50
0“wu‘ﬂiﬂwﬁMwWHW‘WMNM‘L‘HMJHM‘HM‘H‘HHWHH“ m/z 71.10 79.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94344: Heptadecane
57.0
5000 85.0 T
16.50
90,0 m/z 43.10 70.05%
o Ll L [P014101600107.0 2400
\H‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #105885: Octadecane
57.0
—
16.50
5000 85.0 ITI/Z 41.10 49.82%
29.0 113.0
o) | 014101600197 0225.0 254
ku‘wHH_‘H_HW‘HWHH‘HH_H‘_HWH‘WHH_‘H_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140552: Dodecane, 1-iodo- —
57.0 16.50
m/z 85.10 43.87%
5000 85.0
29.0 ‘ 113.0 155.0 M/WW
0 \“\‘H “\ ‘\830 e e

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.239 3.23 ng 68177  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Tetracosane 338 (C24H50 000646-31-1 78
3 Heneicosane 296 C21H44 000629-94-7 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Octacosane 394 (C28H58 000630-02-4 64

Abundance Scan 2366 (17.239 min): BG048582.D\data.ms (-2359) (-  m/z 57.05 100.00%

57.0 ' '
5000
1700 17.50
127.2 . . .
0! “"‘ A | il s ‘?Z‘g‘???:gu R RRRmEEEE “‘15‘?'5 m/z 43.10  94.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117637: Nonadecane
57.0
5000 — —
17.00 17.50
m/z 71.00 91.77%
O \\J\‘\“\H’\‘\”\J-‘h‘\I‘\‘\\“\6\9\0\‘\\\\2‘(\3\8\()\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175556: Tetracosane
57.0
— o
17.00 17.50
5000 m/z 85.10 68.97%
L 1690 2250 2810 3380
\\\\‘\\\‘\\ \\\‘\“‘\l\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane waﬁﬂwww‘ e
57.0 17.00 17.50
m/z 41.10 51.18%
h MWWWAW
oL LT L ae00 2250 2060 kbbb
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.379 11.25 ng 237347  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 30

Abundance Scan 2560 (18.379 min): BG048582.D\data.ms (-2553) (-  m/z 73.05 100.00%

73.0
43.1
5000
1 [ s Ao
M m . ' . 18.00 18.50
owwu‘”‘w‘mg m/z 43.10 80.19%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T ]
18.00 18.50
199.0 m/z 60.10 72.41%
RIS v G
PO 4N T e o
O]\-ﬁ‘o\‘\\\“\‘\\\\‘\U\‘H\\“‘\H‘\’HH‘\\H’H‘H‘\‘H\‘HH‘HH‘HH’H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
spsesptgtintl Wb by ot
18.00 18.50
5000 129.0 m/Z 55.10 70.70%
’ 1510185021&0 256.0
0'
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72647: Tridecanoic acid . T
73.0 18.00 18.50
43.0 m/z 41.10 69.60%
5000 129.0
171.0
‘ 214.0
o?,,, Rk SN
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\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl9.32 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.325 45.41 ng 958069  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(4-0x0-4H-chromen-3-yl)benzamide 265 C16H11NO3 1000243-49-5 46
2 3-Isoxazolamine, 5-phenyl-4-(phe... 264 C15H12N40 1000338-21-0 43
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 43
4 1,2-Phenylenediacetic acid 194 C1eH1e04 007500-53-0 38
5 Vinyl benzoate 148 C9H802 000769-78-8 38

Abundance Scan 2721 (19.325 min): BG048582.D\data.ms (-2711) (-  m/z 105.00 100.00%

105.0
5000 163.1
- e
51.1 265.3 19.00 19.50
ol ifirsdeel 1 2008 2653 406 n/7 163.05  46.94%
mlz--> 50 100 150 200 250 300 350 400
Abundance #114765: N-(4-Oxo0-4H-chromen-3-yl)benzamide
105.0
5000 - =
265.0 19.00 19.50
m/z 77.10 40.60%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #113850: 3-Isoxazolamine, 5-phenyl-4-(phenylazo)-
105.0
- e
19.00 19.50
5000 ITI/Z 51.10 7.89%
264.0
51.0 159.0
ot b 2220 L
miz--> 50 100 150 200 250 300 350 400
Abundance #34279: Benzeneacetic acid, .alpha.-oxo-, methyl ester I 7
105.0 19.00 19.50
m/z 105.95 7.71%
5000
51.0
0L ‘ il . 1640
- o -
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzamide, N-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.448 45.98 ng 970157  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 50
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 43
4 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 43
5 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 43

Abundance Scan 2742 (19.448 min): BG048582.D\data.ms (-2733) (- m/z 105.00 100.00%

105.0
163.1
5000 77.1
19.50
51.0 .
207.0
Ol e 2220 L 2T 2880 sz 163,05 67.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32814: Benzamide, N-propyl-
105.0
5000 IR
77.0 19.50
163.0 m/z 77.10  41.13%
51.0 1340 ‘
OH\‘HH“\\“H“\\i“uu‘\‘H\“\H“\‘HHNH\’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32818: Morpholine, 4-phenyl-
105.0
—r—
163.0 19.50
5000 ITI/Z 51.05 8.71%
77.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43584: Benzenebutanoic acid, .gamma.-oxo- —r—
105.0 19.50
m/z 106.10 8.04%
5000 77.0
51.0 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.50

8270-BGO33021.M Tue Apr 06 18:23:52 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On 5 Apr 2021 13:56

Operator : CG/JU

Sample : M1932-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzoic acid, 2-(4-nitrophe... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.536 110.13 ng 2323790 Phenanthrene-di10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5
2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403
5 1-Triazene, 3,3-dimethyl-1-phenyl- 149 C8H11N3

1000368-92-7 78
1000366-99-1 78
1000368-22-4 72
1000156-71-2 72
007227-91-0 64

Abundance Scan 2757 (19.536 min): BG048582.D\data.ms (-2749) (-  m/z 105.00 100.00%
105.0
149.0
5000
T T
51.0 19.50
0l b 17912089 2810 p/7 149,00 76.32%
miz--> 50 100 150 200 250
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
1050 1490
5000 — :
19.50
m/z 77.10 57.83%
51.0
O }‘ \h\““‘\ \”‘ i \‘} \‘\ T \2‘1\1\0\ I \2\87\(
miz--> 50 100 150 200 250
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0
149.0 LN T
19.50
5000 59.0 m/z 51.05 12.98%
29.0
Pl 11 0 A 1. S
miz--> 50 100 150 200 250
Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester s
149.0 19.50
m/z 149.95 7.70%
105.0
5000
51.0
ok by b AT90 s
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

19.648 3.39 ng 84216 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 70
2 Tetradecanoic acid 228 C14H2802 000544-63-8 49
3 Pentadecanoic acid 242 C15H3002 001002-84-2 46
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 42
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 2776 (19.648 min): BG048582.D\data.ms (-2772) (- m/z 43.10 100.00%

43.1 73.0
129.1
5000
185.1 241.3
284. — ——
‘ ‘ ‘ ‘ ‘ 19.50 20.00
oL—— “ \ " UHH‘ ul “ \‘\\H\‘\“h L L W 1 ‘U ‘\H‘ L m/z 73.00 90.95%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 —r 7
19.50 20.00
‘ 185.0 2410 284 m/z 60.00 85.15%
ob—— }‘H’ h“ \‘H‘n‘\\““‘\ \M “H} m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
miz--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid
73.0
43.0
19.50 20.00
5000 129.0 m/z 55.10  82.82%
185.0
H 228.0
ob— \“ W’HH 1l “u““‘ uh\‘\‘ ;M‘\‘h; “ s \“ At “‘ e
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid — —
43.0 73.0 19.50 20.00
m/z 129.05 81.64%
5000 129.0
‘ 199.0 2420
oL W,u\‘ il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \i L ‘\“ .
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Morpholine, 4-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.677 6.63 ng 164814 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 78
2 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
3 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 45
4 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 43
5 3,5-Dimethylphenyl isothiocyanate 163 C9H9NS 040046-30-8 40

Abundance Scan 2781 (19.677 min): BG048582.D\data.ms (-2778) (- m/z 105.00 100.00%

105.0
163.1
5000
T —
51.0 281.0 19.50 20.00
Ol rftht b 2130 2810 3890 4163 /7 163.05  73.51%
miz--> 50 100 150 200 250 300 350 400
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 = ——
19.50 20.00
m/z 77.10 39.20%
51.0
O \\‘\‘\‘i‘\\\\"\\\‘\‘\J‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo
105.0
= —
163.0 19.50 20.00
5000 ITI/Z 164.00 8.14%
59.0
Ol b 2200 330
m/z--> 50 100 150 200 250 300 350 400 /\
Abundance #33146: Glyoxylamide, N-phenyl- R A
163.0 19.50 20.00
m/z 50.95 7.09%
3.0
O\\\ﬁJﬂ\\ﬁ\h\\‘\\H‘\\\\‘\H\‘\\\\‘H\\‘\\\\ = =
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Sulfurous acid, 2-ethylhexy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.070 3.63 ng 90330 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 58
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 53
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 50
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 50
Abundance Scan 3018 (21.070 min): BG048582.D\data.ms (-3013) (- m/z 57.10 100.00%
57.1
o WWMWNMJVWJ\WwWNfJKWW
g 1 T I T I
141.0 206.9 21.00
0l \‘\‘u‘\ , uh \‘hu‘ \L\\‘u L n“n ‘m‘ ey \‘n L ‘26‘37‘ fl.“?‘,l‘S‘Z‘ “?’5‘5‘? m/z 43.10 62.16%
m/z--> 0 50 100 150 200 250 300 350
Abundance  #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
5000 — :
21.00
m/z 85.10 53.22%
‘ 113.0
O‘\\\\“h‘\‘”\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 100 150 200 250 300 350
Abundance #94352: Hexadecane, 2-methyl-
57.0
N \
21.00
5000 m/z 71.10 52.69%
9.0 197.0
1.0
020 LIl 3o a0
miz--> 0 50 100 150 200 250 300 350
Abundance #125656: Sulfurous acid, butyl decyl ester —
57.0 21.00
m/z 55.10 38.30%
h WW[\M
“““‘ ‘“‘“““““““““““““ e
m/z--> 0 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Dichloroacetic acid, tridec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.428 6.56 ng 163082 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 58
2 Disparlure 282 C19H380 029804-22-6 51
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 45
4 Cycloundecane, (1-methylethyl)- 196 C14H28 062338-56-1 41
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 41
Abundance Scan 3079 (21.428 min): BG048582.D\data.ms (-3074) (- m/z 43.10 100.00%
43.1
5000
163.0
—
2222 281.0 356.2 4151 495. 21.50
0l m/z 57.10 97.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152609: Dichloroacetic acid, tridecyl ester
43.0
7
5000 0 T
21.50
m/z 55.10 97.41%
e
O‘\\‘Lh“i‘\‘\w‘\wA\‘il\‘\l“\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129458: Disparlure
43.0
—
21.50
5000 m/z 41.05 76.07%
7.0
183.0
NI 10T = N
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #6786: Cyclopentane, 1,1,3-trimethyl- T
55.0 21.50
m/z 69.10 75.41%
5000
1o
O‘JH‘#ﬂc‘yh“_“W“u“‘u“u"H“_“‘_“W‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Nonane, 1l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.863 3.34 ng 83014 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 1-iodo- 254 C9H191I 004282-42-2 64
2 Hexadecane 226 C1l6H34 000544-76-3 64
3 Decane, 1-iodo- 268 C1OH21I 002050-77-3 59
4 Eicosane 282 (C20H42 000112-95-8 59
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 59
Abundance Scan 3153 (21.863 min): BG048582.D\data.ms (-3148) (- m/z 57.10 100.00%
57.1
2000 Wﬂ\ﬂbwﬁww$/\wAWwWwwum
70 — —
[, |1513 20802489 31633549 21.50 22.00
ol | \}“\Him‘\uﬂ‘\“‘\“\ \‘Mh}\u‘u‘w‘\\‘ L ‘M\‘ S ‘\‘ . m/z 71.00 86.54%
mlz--> 50 100 150 200 250 300 350
Abundance #106032: Nonane, 1-iodo-
43.0
85.0
5000 — ——
21.50 22.00
155.0 m/z 43.10 83.05%
O\L‘\““‘\“\\‘\‘\\L\ \“\‘\ \197‘.(\)\\2\5“4\.0\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
— —
21.50 22.00
5000 m/z 85.05 59.43%
99.0
O\Hva\M‘W‘AN\ﬂﬂ\\wf‘\\ﬂ\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #116707: Decane, 1-iodo- — T
85.0 21.50 22.00
43.0 m/z 41.10 35.86%
5000
141.0
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.762 4.08 ng 101300 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 74
3 Tetracosane 338 C24H50 000646-31-1 70
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 62
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 62

Abundance Scan 3306 (22.762 min): BG048582.D\data.ms (-3298) (-  m/z 57.05 100.00%

57.0
5000
112.0 RN 52'00
” ﬂ ” H 207.9 28203411 424.5 480. 22.50 23.00
0 mmWww T T S A b m/z 43.10  99.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
5000 — ——
22.50 23.00
m/z 71.00 66.96%
LT 690 2250 2820
O \‘\‘\‘\\\\‘\‘\\!“‘\“\\‘\‘\\\1‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #36786: 2-Undecene, 5-methyl-
57.0
—— —
22.50 23.00
5000 ITI/Z 85.10 55.12%
112.0
il |, 1880
o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane T ——
57.0 22.50 23.00
m/z 41.10 31.92%
- MWV/VLMWW
oLt a0 250 w0 DT T
m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

23.814 3.22 ng 77966 Perylene-di2 25.136
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 59
2 2-methylhexacosane 380 C27H56 1000376-72-7 50
3 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 47
4 1,7-Octadien-3-0l1, 2,6-dimethyl- 154 C10H180 022460-59-9 46
5 Tetracosane 338 C24H50 000646-31-1 46

Abundance Scan 3485 (23.814 min): BG048582.D\data.ms (-3478) (- m/z 71.10 100.00%
71.1

a

5000
126.9 1930 267.1 3515 483.2 2350 24.00
0 | HHHNMHMMMMMM [ T \ m/z 57.10  85.42%
L ‘ T T T UL ‘ T T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T . . (]
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57.0
5000 — —

23.50 24.00
‘ m/z 43.05 81.54%

1 Ll nh | 169.0225.0 296.0

L

O \\ll\ “\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #202663: 2-methylhexacosane

i

23.50 24.00
5000 ITI/Z 85.05 57.13%
0 | L 9022502810990
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235298: Triacontane, 1-bromo- “ T
57.0 23.50 24.00
m/z 55.10 33.82%
135.0
T oo wms 0
o H Ay 22702580 8230 | s00 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Triacontane, 1-bromo- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

25.065 2.84 ng 68672 Perylene-di2 25.136
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 64
2 2-methylhexacosane 380 C27H56 1000376-72-7 64
3 Di-n-decylsulfone 346 C20H4202S 111530-37-1 59
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 53
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 53

Abundance Scan 3698 (25.065 min): BG048582.D\data.ms (-3692) (- m/z 57.10 100.00%
57.1

5000

%

207.1
11
“ H | 2811 3557  448.9 508. 25.00
o‘H‘N‘ww\Huwh'\“'w!”\““u‘\"J”ww"wm B e e m/z 43.05 84.22%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #235298: Triacontane, 1-bromo-
57.0
5000 T \
25.00
135.0 m/z 71.05 81.04%
421.0
0 \“ |J\ IH ” ” HM 19702530 323.0 | 500.0
‘\\\\‘\11\[!1\\ \\\\ !1\\[!\11‘\\\\‘!\11‘\!\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202663: 2-methylhexacosane
57.0
N \
25.00
5000 m/z 85.10 57.94%
130
e ‘H“H — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #181291: Di-n-decylsulfone T ‘
57.0 207.0 25.00
m/z 207.05 37.96%
‘ } 141.0 \
bbbl L L zeo 00 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.370 6.30 ng 152452 Perylene-di2 25.136
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Dodecane 170 C12H26 000112-40-3 76
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 3920 (26.370 min): BG048582.D\data.ms (-3914) (- m/z 57.10 100.00%
57.1

> WMVWJMVWMM/\M/ﬁ{“MWw%w
127.1 00 26,
“ 1 20805713016 3703 26.00 26.50
ol kL o S0 2T 3108, 7105 58.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 — ——
26.00 26.50
m/z 43.10 56.50%
‘H“ il “ 169.0 2250 2950 366.0
O\‘\\‘ ‘\‘\“\”\“\‘“\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
— ——
26.00 26.50
5000 ITI/Z 85.00 39.87%
0 J‘ \‘ ‘ “\ I Hl§ \O I ]7690 225.0 282.0
el L B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane o —
57.0 26.00 26.50
m/z 41.10 27.98%
- /W”‘MMWW
0 uh\ ‘h :h h‘ L) \6? \0 s 2\2\5 0 309.0 365.0 437.1
I B L A — ——
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BG@48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Hexadecane, 2,6,10,14-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

26.534 4.16 ng 100755 Perylene-di2 25.136
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 53
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 50
4 Docosane 310 C22H46 000629-97-0 50
5 Tetratetracontane 619 C44H90 007098-22-8 50

Abundance Scan 3948 (26.534 min): BG048582.D\data.ms (-3937) (- m/z 71.10 100.00%

71.1
5000
207.0 —— ‘
127.1
‘ | 249.9295.1 352.3 2650
oLk, T 1 VR VTt s GNN m/z 57.00  90.94%
mlz--> 50 100 150 200 250 300 350 400
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — ‘
26.50
113.0 m/z 43.10 51.34%
O\“\\‘ h‘\“‘\J“ \“‘\“\ \“‘\‘\ \‘\“‘2\2\4\\0%6\7\\0\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57.0
T \
26.50
5000 ITI/Z 85.00 49.71%
ol LLiLTT? 3000 2250 294033705500
miz--> 50 100 150 200 250 300 350 400
Abundance #71399: Tetradecane, 4-methyl- — ‘
43.0 26.50
m/z 41.00 33.09%
5000
9.0 169.0
ol iy, L2200 —
m/z--> 50 100 150 200 250 300 350 400 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48582.D

Acqg On : 5 Apr 2021 13:56
Operator : CG/JU

Sample : M1932-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Nonane, 3-methy... 12.321 2.7 ng 32804 2 10.917 241220 20.0
Pentadecane 14.630 3.1 ng 53377 3 14.748 341966 20.0
Hexadecane 15.582 3.7 ng 63204 3 14.748 341966 20.0
Heptadecane 16.446 4.7 ng 99023 4 17.498 422001 20.0
Nonadecane 17.239 3.2 ng 68177 4 17.498 422001 20.0
Pentadecanoic acid 18.379 11.3 ng 237347 4 17.498 422001 20.0
unknown19.32 19.325 45.4 ng 958069 4 17.498 422001 20.0
Benzamide, N-pr... 19.448 46.0 ng 970157 4 17.498 422001 20.0
Benzoic acid, 2... 19.536 110.1 ng 2323790 4 17.498 422001 20.0
Octadecanoic acid 19.648 3.4 ng 84216 5 21.798 497058 20.0
Morpholine, 4-p... 19.677 6.6 ng 164814 5 21.798 497058 20.0
Sulfurous acid,... 21.070 3.6 ng 90330 5 21.798 497058 20.0
Dichloroacetic ... 21.428 6.6 ng 163082 5 21.798 497058 20.0
Nonane, 1-iodo- 21.863 3.3 ng 83014 5 21.798 497058 20.0
Eicosane 22.762 4.1 ng 101300 5 21.798 497058 20.0
Heneicosane 23.814 3.2 ng 77966 6 25.136 483855 20.0
Triacontane, 1-... 25.065 2.8 ng 68672 6 25.136 483855 20.0
Hexacosane 26.370 6.3 ng 152452 6 25.136 483855 20.0
Hexadecane, 2,6... 26.534 4.2 ng 100755 6 25.136 483855 20.0
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