LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

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-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51064.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.289 301 306 314 rVB2 20566 33977 1.43% 0.173%
2 5.765 379 387 396 rBvV 603868 995031 41.93% 5.055%
3 7.374 653 661 674 rVB 599457 1054815 44.45% 5.359%
4 8.221 798 805 812 rBV 118709 208796 8.80% 1.061%
5 9.401 997 1006 1017 rBV 346931 661908 27.89% 3.363%
6 10.800 1237 1244 1252 rBV 34727 70621 2.98% 0.359%
7 11.052 1279 1287 1294 rVB 158869 295801 12.47% 1.503%
8 13.473 1692 1699 1705 rVB 810137 1274316 53.70% 6.474%
9 14.290 1834 1838 1844 rBV2 15889 27764 1.17% 0.141%
10 14.848 1927 1933 1941 rBV 238258 383917 16.18% 1.950%
11 16.335 2180 2186 2196 rVB 612004 988627 41.66% 5.022%
12 17.233 2337 2339 2349 rVB6 14716 30152 1.27% 0.153%
13 17.598 2394 2401 2407 rBV 316488 495218 20.87% 2.516%
14 17.704 2415 2419 2426 rVB8 19261 32290 1.36% 0.164%

0.

15 17.874 2441 2448 2456 rVv4 41037 105469  4.44%

16 17.980 2457 2466 2480 rVB5 73565 275252 11.60%
17 18.450 2540 2546 2554 rBV 137151 215649  9.09%
18 19.067 2638 2651 2661 rBV 257265 915887 38.60%
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19 19.190 2662 2672 2681 rVV2 433725 1258615 53.04% 3947%
20 19.296 2681 2690 2699 rVB 1066364 2372888 100.00% 12.055%
21 19.449 2708 2716 2725 rBV 78094 169416 7.14% ©.861%
22 19.613 2737 2744 2750 rBV2 81087 168768 7.11% 0.857%
23 19.707 2756 2760 2768 rVB2 81719 116038 4.89% 0.589%
24 20.112 2823 2829 2835 rBV 162142 288574 12.16% 1.466%
25 20.189 2836 2842 2848 rVB 1550372 2102098 88.59% 10.679%

26 20.888 2955 2961 2967 rVB 244400 412332 17.38%
27 21.305 3028 3032 3039 rVB2 33874 59720 2.52%
28 21.487 3059 3063 3072 rBV 87685 163102 6.87%
29 21.687 3091 3097 3105 rVB 266583 519279 21.88%
30 21.899 3127 3133 3146 rVB 333171 629004 26.51%
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31 22.598 3244 3252 3263 rVB 288576 714101 30.09%
32 23.649 3423 3431 3442 rVB 289414 781826 32.95%
33 24.889 3633 3642 3656 rVB2 228880 773875 32.61%
34 25.300 3707 3712 3729 rVB3 196303 570215 24.03%
35 26.370 3885 3894 3905 rVB2 154287 518875 21.87%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

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-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 19684216
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG051064.D\data.ms

1400000
1200000
1000000

800000
600000 5.765 7.374

400000 9.401

200000 8.221 11.052

5.289 10.800]\

0
350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00
e TIC: BG051064.D\data.ms

Time--

>
Abundanc

1600000 20.189

1400000

1200000 19.296

1000000

13.473

800000

600000

400000

200000

R R e e e e e e e
Time-> 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abulnedance TIC: BG051064.D\data.ms

1400000
1200000
1000000

800000

600000

23.649
400000 24.8895 300

26.370

200000

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.289 3.25 ng 33977 1,4-Dichlorobenzene-d4 8.226

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Octanol 130 C8H180 000589-98-0 33
4 Hexane, 1-ethoxy- 130 C8H180 005756-43-4 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 306 (5.289 min): BG051064.D\data.ms (-301) (-) m/z 43.00 100.00%
3.0
59.1
5000
1011 LI L L I LB L
838 5.00 5.20 5.40 5.60
Olrrrprrrrrrrr bbbl e e e M/Z 59,18 54.,23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 R BAEEEEEEasmE sy
5.00 5.20 5.40 5.60
101.0 m/z 101.10 17.73%
29.0 il n 83{0 |
O\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e RAREEEEE T
57.0 5.00 5.20 5.40 5.60
5000 m/z 58.00 12.14%
29.0 101.0
ot bbbl 730, 8O L
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.01%
5000 83.0
41.0 101.0
27ﬁ
0H"‘H""“1""“‘1‘1““"1”i"‘uiHH‘mu‘m“‘m‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.800 4.77 ng 70621 Naphthalene-d8 11.053
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
5 Tetraethylene glycol 194 C8H1805 000112-60-7 47

Abundance Scan 1244 (10.800 min): BG051064.D\data.ms (-1237) (- m/z 45.00 100.00%

45.0
5000
75.0
100.0 1050 11. oo
131.0
Obrrr e m”‘N‘M}Mm_m_m‘m m/z 57.85 %
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10 50 11 00
75.0 ITI z 41.00 %
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \]-\0}0‘\0\ T ‘ ;‘\312\0‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
1050 1100
5000 ITI/Z 75.00 19.80%
29.0 75.0
100.0
0 O Y A, N1
miz--> 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- e — A :
45.0 10.50 1100
m/z 56.00 %
5000
89.0
27‘0
119.0
oLl Mﬁmo
m/z--> 20 40 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Hexanedioic acid, bis(2-eth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.874 4.26 ng 105469  Phenanthrene-di10 17.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 59
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 58
3 Adipic acid, 3,3-dimethylbut-2-y... 342 C20H3804 1000353-67-3 43
4 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 43
5 Adipic acid, isohexyl 2-octyl ester 342 C20H3804 1000324-44-8 38

Abundance Scan 2448 (17.874 min): BG051064.D\data.ms (-2441) (- m/z 129.00 100.00%

129.0
70.1
5000
H H 17.50 18.00
171.1 241.2 7811 : '
ol m‘w i w“u Wm L m/z 70.10 54.12%
miz--> 50 100 150 200 250 300
Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 - —
57.0 17.50 18.00
m/z 57.10 52.81%
241.0
0178\% ‘\H ‘\ \‘h‘\ }L - \”“ T \19?9\ T \‘ T T \3‘1\3\0\ ™
miz--> 50 100 150 200 250 300
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
P P
57.0 17.50 18.00
5000 m/z 71.05  42.82%
241.0
ol Ll L s 0
miz--> 50 100 150 200 250 300
Abundance #251221: Adipic acid, 3,3-dimethylbut-2-yl octyl ester P ——
129.0 17.50 18.00
m/z 55.00 40.77%
5000 241.0
85.0
43.0
199.0
S I N N 7 T S
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Tetradecanamide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.980 11.12 ng 275252  Phenanthrene-di10 17.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 70
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 62
3 Octadecane 254 C18H38 000593-45-3 41
4 Heptadecane 240 C17H36 000629-78-7 25
5 Octacosane 394 C28H58 000630-02-4 15
Abundance Scan 2466 (17.980 min): BG051064.D\data.ms (-2457) (- m/z 59.00 100.00%
59.0
5000 Mwmmﬂdw/\\wwﬁhﬂwu
1500
7.1 .
128.
Y — “P L0 16701990 2402 2811 | 434 sg.53%
miz-> 50 100 150 200 250
Abundance #108043: Tetradecanamide
59.0
5000 T
18.00
m/z 57.05 58.29%
L 289 ) 11401490 1840 2270
T T T T T \‘ T ‘i T T T T ‘ T T T T ‘ T T ‘\ T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
——
18.00
5000 m/z 72.00 48.95%
0 ZQ\OH\ NL\ LD 15401840 %29-9259.9?811'F
m/z--> 50 100 150 200 250
Abundance #141055: Octadecane Y s peyepl
57.0 18.00
m/z 41.00 32.96%
27.0
99.0 254.0
ok LY, 1420 1530 goag [ o
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.450 8.71 ng 215649  Phenanthrene-di10 17.598
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Octanoic acid 144 C8H1602 000124-07-2 43
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 18

Abundance Scan 2546 (18.450 min): BG051064.D\data.ms (-2540) (-  m/z 73.00 100.00%

43.0 73.0
5000
129.0
213.2 ——
157.1185.1 . 18.50
0! m/z 60.00 89.44%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
167.01g5 02130  256.0 m/z 43.05 88.06%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
——
18.50
5000 129.0 ITI/Z 41.05 71.74%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 18.50
m/z 55.00 66.11%
- T /\‘J\JM
199.0
P ) e T 5
0%§RhHMMMMMﬁWWAWJM_MH_‘JMJH_MH_‘H_‘HM‘H_ —r—
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 (3-Phenyloxiran-2-yl)methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.067 36.99 ng 915887  Phenanthrene-d1e 17.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 64
3 Phenylglyoxylic acid, propyl ester 192 C11H1203 1000453-46-7 38
4 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 38
5 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 38

Abundance Scan 2651 (19.067 min): BG051064.D\data.ms (-2638) (-  m/z 105.00 100.00%
105.0

o

5000 163.0
77.0
1
41 193.1 19.00
. ) ¢ o
ot 1380 | 19312211 28LC 1, 163 00  44.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000
770 19.00
m/z 76.95 33.63%
39.0 133.0
O ’\i\\“\\“}\“\‘\\\‘“\\‘H"H\“HH‘\H\‘W\H‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140682: (3-Phenyloxiran-2-yl)methyl benzoate

=

105.0
7
19.00
5000 ITI/Z 106.00 8.00%
77.0 163.0
0 39‘.0“ Lo 130 | 254.0
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66353: Phenylglyoxylic acid, propyl ester —f— ‘
105.0 19.00
m/z 51.00 6.52%
5000
77.0
0 430 | | 135.0164.0192.0
[ R T e e e e et ‘
m/z--> 20 40 60 80 100120140160180200220240260280 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 7 Oxybis(propane-1,2-diyl) di...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.190 50.83 ng 1258620  Phenanthrene-d10 17.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205
2 Morpholine, 4-phenyl- 163 C10H13NO
3 Glyoxylamide, N-phenyl- 163 C9HINO2

4 .delta.2-1,3,4-0Oxadiazolin-5-one... 163 C7H5N302
5 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403

Abundance Scan 2672 (19.190 min): BG051064.D\data.ms (-2662) (-
105.0

163.1

5000
77.0

43.0
1 | 1391 | 207.1 2413

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0

o

163.0
5000
77.0

o 210 135.0 | 207.0

o .
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38611: Morpholine, 4-phenyl-

105.0

o
N

163.0
5000
77.0

51.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39043: Glyoxylamide, N-phenyl-

1200 1680

5000/ 430 770

000094-03-1 72
000092-53-5 64
032331-52-5 43
002845-82-1 35
1000453-47-2 35

m/z 105.00 100.00%

il

19.00 19.50
m/z 163.05 59.93%

i,

19.00 19.50
m/z 77.00 33.36%

i

19.00 19.50
m/z 57.10 11.38%

Ly

1900 1950
m/z 43.05 8.73%

o

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

8270-BG111321.M Wed Nov 17 13:29:32 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.296 95.83 ng 2372890  Phenanthrene-d10 17.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 83
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 64
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804 006963-16-2 64

Abundance Scan 2690 (19.296 min): BG051064.D\data.ms (-2681) (-  m/z 105.00 100.00%

105.0
149.0
5000
—f— A
51.0 19.00 19.50
ob L 1920227.1 2811 5 149.00  72.30%
miz--> 50 100 150 200 250 300
Abundance #216952: Diethylene glycol dibenzoate
105.0
149.0
5000 — —
19.00 19.50
510 m/z 77.00 48.03%
0 b Lo p 2070 250.0283.0
T L ‘ T T ‘ L ‘ L ‘ T T T T ’ L ‘ T
miz--> 50 100 150 200 250 300
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0 — VA
19.00 19.50
5000 ITI/Z 51.00 11.04%
45.0
ok ‘\uw“m‘ﬂ‘ﬁ‘ “l“ -
miz--> 50 100 150 200 250 300
Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate et e
105.0 19.00 19.50
149.0 m/Z 106.00 8.34%
ol20 J“ﬂ phed 2000 — A
m/z--> 50 100 150 200 250 300 19.00 19.50

8270-BG111321.M Wed Nov 17 13:29:32 2021 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
BGO51064.D

: 16 Nov 2021 12:55

: CG/JU

: M4681-03

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M

Quant Title

TIC Libra

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

ok ok K ok ok kK

Peak Number 9 Morpholine, 4-phenyl-

R.T. EstConc Area Relative to ISTD R.T.
19.448 6.84 ng 169416  Phenanthrene-di10 17.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 86
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 83
3 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 53
4 1,3-propanedione, 2-(acetyloxy)-... 282 C17H1404 1000401-92-5 18
5 Benzoic acid, 3-methylphenyl ester 212 C14H1202 1000357-80-0 14

Abundance Scan 2716 (19.449 min): BG051064.D\data.ms (-2708) (-  m/z 105.00 100.00%
105.0
163.1
5000
e
51.0 207.1 282 19.50
b L P 2820 /7 163.05 79.20%
miz--> 50 100 150 200 250
Abundance #38614: Morpholine, 4-phenyl-
105.0
163.0
5000 T
19.50
m/z 77.00 34.63%
51.0
01\5'\0‘\‘\‘1‘\\‘\\“‘\\\‘\‘\“\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0 19.50
5000 m/z 164.00 9.22%
o 510 | 207.0
T T ‘ T T T ‘ T T ‘ T T ‘ ‘\ T T T ‘ T
miz--> 50 100 150 200 250 /\
Abundance #39043: Glyoxylamide, N-phenyl- =
1200 0 19.50
m/z 106.00 8.91%
0Lt \L\ — — — e
m/z--> 50 100 150 200 250 19.50

sk 3k 5k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 5k 3 5k 5k 3 5K 5k 3 5K 5k 3 5K 5k 3 5K >k 3k 5K 5k 3 5k 5k 3k 5k >k 3k >k >k 3k >k ok k >k ok Kk kK
Concentration Rank 13

8270-BG111321.M Wed Nov 17 13:29:33 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.707 4.69 ng 116038  Phenanthrene-di10 17.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2760 (19.707 min): BG051064.D\data.ms (-2756) (-  m/z 43.00 100.00%

43.0
5000
85,0 129.0
185.1 241.2 S I
284.3 355 19.50 20.00
(o} . m/z 73.00  99.97%
mlz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 1290 AU U
8 19.50 20.00
I 185.0 284.0 /z 60.00 83.61%
. 241.0 ‘ m/z . . 0
O\\“\H‘ m‘\‘ﬂh“w w““\‘ ‘L“\“‘ ‘\‘\‘ “\’\““““““
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
—— —
129.0 256.0 19.50 20.00
m/z 41.00 76.35%
5000 213.0
29 171.0
ok ‘\L L “\‘\\‘\“‘M} “\L“\‘ “‘ \H“‘ ‘\“‘ : "‘ e
miz--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid —— —
73.0 19.50 20.00
m/z 57.05 72.30%
5000 129.0
29.
199.0 242.0
0 ; H\“H‘\ w‘”} H‘\N‘\‘m} “‘\“‘ “ ;‘\‘ ‘\‘ ; R B —— ——
m/z--> 50 100 150 200 250 300 350 19.50 20.00

8270-BG111321.M Wed Nov 17 13:29:34 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.113 9.18 ng 288574  Chrysene-di12 21.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2829 (20.112 min): BG051064.D\data.ms (-2823) (- m/z 57.00 100.00%
57.0

o VJL
‘ 20.00 20.50
411 : :
[ — ¥y “ 114118322252 2810 L. 7165 77.09%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 T —r
20.00 20.50
m/z 43.10 68.55%
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
20.00 20.50
5000 ITI/Z 85.05 49.,50%
‘ 9.0
41.0
ols0 || 111 1401302250 2900
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T —
57.0 20.00 20.50
m/z 55.00 25.77%
- \”A“Mwwwmw/\wvwwwvﬂﬁNw
9.0
ol LLLL] 1410183022502670 3330
e R B e e e AR —— ——
m/z--> 50 100 150 200 250 300 350 20.00 20.50

8270-BG111321.M Wed Nov 17 13:29:35 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 13 Octacosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.888 13.11 ng 412332  Chrysene-d12 21.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2961 (20.888 min): BG051064.D\data.ms (-2955) (-
57.1

5000
9.1
oL “hh\\”}41018312252 2953 355.1
S e N
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000
ol Mh‘\J141018302250 281.0 337.0 394.
\\\\‘ \\‘\1\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

m/z 57.10 100.00%

-

20.50 21.00
m/z 71.10 74.39%

%

20.50 21.00
m/z 43.05 68.34%

£

Abundance #287976: Heptacosane
57.0
20.50 21.00
5000 ITI/Z 85.10 50.82%
154 | L | 1410183025 026703090 3800
e b T
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane T —
57.0 20.50 21.00
m/z 41.05 23.74%
5000
9.0
226.0
otso L L)L [ jaomoz00 e e
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BG111321.M Wed Nov 17 13:29:36 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 14 Pentacos-1-ene

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.487 s.19ng 163162 Chryseme-di2 21.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentacos-1-ene 350 CosHse 016980-85-1 94

2 n-Tetracosanol-1 354 C24H5e0

3 Pentafluoropropionic acid, penta...

374 C18H31F502

000506-51-4 91
959092-08-1 91

4 1-Hexacosene 364 C26H52 018835-33-1 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 3063 (21.487 min): BG051064.D\data.ms (-3059) (- m/z 57.10 100.00%
57.1
97.0
5000
2
ol 4 b MH‘ b “ 000, 2190 2811356 4310 96.03%
m/z--> 50 100 150 2000 250 300 350
Abundance #259982: Pentacos-1-ene
3.0
7.0
5000 T
21.50
m/z 55.00 88.55%
9.0 350.0
O\\“\“‘H\ ‘H “ M‘\‘\‘h ‘\\]\-9\5‘0\\\\2‘6\4\0\\‘\\\\“‘\
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
—
21.50
5000 ITI/Z 97.05 76.16%
oo L1 1m102m00 2000 a0
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester T
57.0 21.50
m/z 69.00 72.20%
- VWWAMMAWMJ\MMJ\MM/\M
olsd Ll L fopo 002550 asm o
m/z--> 50 100 150 200 250 300 350 21.50

8270-BG111321.M Wed Nov 17 13:29:37 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 15 Eicosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.687 16.51 ng 519279 Chrysene-d12 21.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 94
3 Pentacosane 352 (C25H52 000629-99-2 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3097 (21.687 min): BG051064.D\data.ms (-3091) (-
57.0

5000

‘ 9.1
I

0 . uh\ \‘h “ h %4-\1(\)18322252 295.1
\\\‘\ T LA I B S O B

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

Abundance #176384: Eicosane
57.0
5000
Sl L e s a0

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

Abundance #275537: Hexacosane
57.0
5000
9.0
ol 1L, ”h‘ i M | 14}9 183.0 225.0 267.0 309.0  367.(
el ‘ e e T L

miz-> 50 100 150 200 250 300 350

m/z 57.05 100.00%

.

21.50 22.00
m/z 71.05 71.30%

%

21.50 22.00
m/z 43.10 66.07%

%

21.50 22.00
m/z 85.10 49.53%

%

Abundance #262013: Pentacosane
57.0 21.50 22.00
m/z 55.00 24.15%
e “““ ““““,““,““,“ — —
m/z--> 50 100 150 200 250 300 350 21.50 22.00

8270-BG111321.M Wed Nov 17 13:29:38 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\

Data File : BG@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 16 Hexadecane, 5-butyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.598 22.71 ng 714101  Chrysene-di12 21.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3252 (22.598 min): BG051064.D\data.ms (-3244) (- m/z 57.05 100.00%
57.0
5000 WQ\MMNM//\A\VWWN
T ‘
| | Eﬁ ° 141.0183.1 225, 2 29513410 22:50 2390
ol 4 3718312252 29513410 m/z 71.10  78.71%
m/z--> 50 100 150 200 250 300 350
Abundance #176389: Hexadecane, 5-butyl-
43.0
5000 5.0 = =
22.50 23.00
126.0 2950 m/z 43.05 68.66%
O \\“‘ h‘\h‘\”‘ \“\h\ Y‘ ‘]-\6\9\()\‘\\“\\‘\2\8\0\0‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
—— ‘
22.50 23.00
5000 m/z 85.10 52.20%
9.0
0 L] |41 1410183.02250267.0  338.0
A A e e
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7 ‘
57.0 22.50 23.00
m/z 55.00 24.31%
- ‘“J\MN
oLl h‘ H | 1419183 0225.0 281.0 337.0 394
e “““““““““H““““““‘ ‘ :
m/z--> 50 100 150 200 250 300 350 22.50 23.00

8270-BG111321.M Wed Nov 17 13:29:39 2021

Page:

18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 17 Tetracosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.650 27.42 ng 781826  Perylene-di2 25.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3431 (23.649 min): BG051064.D\data.ms (-3423) (-
57.1

5000

okl “h‘ L N‘ | 1018312252 2053 3411

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

Abundance #176386: Eicosane
57.0
5000
9.0
oLl L L[], 141018302050 2820
\\\‘\\ \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\

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

Abundance #275537: Hexacosane
57.0
5000
9.0
e e

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

%

23.50 24.00
m/z 71.05 72.44%

%

23.50 24.00
m/z 43.05 65.79%

B

23.50 24.00
m/z 85.05 49.37%

%

Abundance #246481: Tetracosane

57.0 23.50 24.00
m/z 55.00 21.59%
5000
9.0
ol L L) [, 141018302250 2670 3380

Ll A e — —
m/z--> 50 100 150 200 250 300 350 23.50 24.00

8270-BG111321.M Wed Nov 17 13:29:39 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 18 Heneicosane, 11-(1-ethylpro...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
24.889 27.14 ng 773875  Perylene-di2 25.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3642 (24.889 min): BG051064.D\data.ms (-3633) (-
57.0

5000

0 L h‘ i \\ 1 1911183.1225.2267.1 3410
" T 183022522671 3410

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

Abundance #275537: Hexacosane
57.0
5000
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000
0 4 w“w I %2\\7(\) ]F690 225.0 29u50 337.0
s s o R e e

|
miz--> 50 100 150 200 250 300 350

m/z 57.05 100.00%

— —
24.50 25.00
m/z 71.05 71.41%

= —
24.50 25.00
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— —
24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO@51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 19 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.370  18.20 ng 518875 Perylene-d12 25.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Heptadecane 240 C17H36 000629-78-7 80
3 Heptacosane 380 C27H56 000593-49-7 74
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 72

Abundance Scan 3894 (26.370 min): BG051064.D\data.ms (-3885) (- m/z 57.05 100.00%
57.0

5000 Mm%wwmwd/\mwmA\Mww
— ——
| o 26.00 26.50
ol dd ““u““‘ L 1°5n 1981289.3 2951 3852 .0 7110 73.06%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 “ ——
26.00 26.50
m/z 43.05 59.50%
Ol\ \q ‘ H‘ \h‘\ h“ \H‘ \]ﬂ “ “0\]-\8\3\0‘2\2\5\(\)‘ T \\29\6‘(\)\ T ’ L
m/z--> 0 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
— ——
26.00 26.50
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9.0
otsg L ll} 1a0mms0 200
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane “ T
57.0 26.00 26.50
m/z 55.00  23.94%
h wwmﬁmwuw/Akmmwame
oL L | F ‘}410183022502670 3230 380.(
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51064.D

Acqg On : 16 Nov 2021 12:55
Operator : CG/JU

Sample : M4681-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.289 3.3 ng 33977 1 8.226 208796 20.0
Ethanol, 2-(2-b... 10.800 4.8 ng 70621 2 11.053 295801 20.0
Hexanedioic aci... 17.874 4.3 ng 105469 4 17.598 495218 20.0
Tetradecanamide 17.980 11.1 ng 275252 4 17.598 495218 20.0
n-Hexadecanoic ... 18.450 8.7 ng 215649 4 17.598 495218 20.0
(3-Phenyloxiran... 19.067 37.0 ng 915887 4 17.598 495218 20.0
Oxybis(propane-... 19.190 50.8 ng 1258620 4 17.598 495218 20.0
Diethylene glyc... 19.296 95.8 ng 2372890 4 17.598 495218 20.0
Morpholine, 4-p... 19.448 6.8 ng 169416 4 17.598 495218 20.0
Octadecanoic acid 19.707 4.7 ng 116038 4 17.598 495218 20.0
Hexacosane 20.113 9.2 ng 288574 5 21.893 629004 20.0
Octacosane 20.888 13.1 ng 412332 5 21.893 629004 20.90
Pentacos-1-ene 21.487 5.2 ng 163162 5 21.893 629004 20.0
Eicosane 21.687 16.5 ng 519279 5 21.893 629004 20.0
Hexadecane, 5-b... 22.598 22.7 ng 714101 5 21.893 629004 20.0
Tetracosane 23.650 27.4 ng 781826 6 25.301 570215 20.0
Heneicosane, 11... 24.889 27.1 ng 773875 6 25.301 570215 20.0
Heneicosane 26.370 18.2 ng 518875 6 25.301 570215 20.0
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