LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On > 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG092519 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.173 7 14 22 rBv 251227 574806 11.26% 1.524%
2 3.250 22 27 41 rVB 737745 1217451 23.84% 3.227%
3 5.647 428 435 450 rBV 748694 1287110 25.21% 3.412%
4 7.227 697 704 720 rBV2 534859 1094432 21.44% 2.901%
5 7.597 758 767 783 rBVY 1170881 2111163 41.35% 5.597%
6 8.062 835 846 855 rBV 274909 475795 9.32% 1.261%
7 8.385 891 901 908 rBV 861474 1506166 29.50% 3.993%
8 9.219 1034 1043 1052 rBV 733278 1326749 25.99% 3.517%
9 10.277 1216 1223 1230 rVB5 31496 65100 1.28% 0.173%
10 10.864 1314 1323 1328 rBvV 345220 645279 12.64% 1.711%

11 10.917 1328 1332 1339 rVB2 60329 110392 2.16% 0.293%
12 11.781 1473 1479 1493 rBV2 56037 137759 2.70% 0.365%
13 12.057 1520 1526 1534 rVB2 43402 77465 1.52% 0.205%
14 13.308 1731 1739 1751 rVB 1969928 3108840 60.89% 8.241%
15 14.131 1873 1879 1887 rVB 386772 560884 10.99% 1.487%

16 14.483 1935 1939 1946 rVB4 30531 60083 1.18% 0.159%
17 14.683 1966 1973 1978 rBV 558196 912843 17.88% 2.420%
18 14.742 1978 1983 1989 rVB 171686 272686 5.34% 0.723%
19 15.723 2145 2150 2156 rBV2 45618 79693 1.56% 0.211%
20 16.164 2219 2225 2236 rBV 1782901 2870266 56.22% 7.609%

21 17.421 2433 2439 2445 rBV2 739598 1164040 22.80% 3.086%
22 17.921 2520 2524 2531 rBV2 52095 92095 1.80% 0.244%
23 18.332 2587 2594 2612 rBV 1467804 2475739 48.49% 6.563%
24 19.442 2780 2783 2785 rBV3 118305 135883 2.66% 0.360%
25 19.466 2785 2787 2792 rVB 161496 222370 4_36% 0.589%

26 19.589 2804 2808 2819 rBV 1017516 1510344 29.58% 4._.004%
27 20.036 2878 2884 2892 rBV 3671709 5105749 100.00% 13.535%
28 20.835 3016 3020 3025 rVB 134749 157633 3.09% 0.418%
29 21.346 3103 3107 3116 rVB2 471477 754062 14.77% 1.999%
30 21.693 3160 3166 3173 rVB2 796521 1392241 27.27% 3.691%

31 21.887 3195 3199 3212 rVB 224863 367354 7.19% 0.974%
32 22.498 3298 3303 3309 rBvV 301716 448380 8.78% 1.189%
33 23.191 3416 3421 3429 rVB 403014 743798 14.57% 1.972%
34 24.002 3552 3559 3568 rVB 432091 917083 17.96% 2.431%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On > 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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
Title

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 24.918 3705 3715 3731 rVB2 564440 2426894 47 .53% 6.434%
36 26.082 3904 3913 3926 rVB2 301693 890088 17.43% 2.360%
37 27.445 4137 4145 4155 rVB2 133558 423600 8.30% 1.123%

Sum of corrected areas: 37722315
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG043037.D

3500000
3000000
2500000
2000000

1500000
7.60

1000000
3.25 5.65 8.38 9.22

500000 [
3.17 8.06 10.86
k 10.28 1be 92 11.782.06

i T SNBSS SNMMMSISIMBPINMISHE LR, M| SNV SN SIS Gl Sl S

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG043037.D

20.04
3500000

3000000
2500000
2000000 13:31 16.16

1500000

1000000
14.68

500000 14.13 )
14.48)

O L I B e e LA o B o o e o LA o o B

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: BG043037.D

3500000
3000000
2500000
2000000
1500000

1000000
24.92

23.19 24.00
500000 /\ 26.08

L m

ettt iS55SR e

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Cyclopentane, methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

3.17 24.16 ng 574806 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 59
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 56
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 50
5 Pyridine-D5- 84 C5D5N 007291-22-7 50

Abundance Scan 13 (3.167 min): BG043037.D (-7) (-) m/z 56.10 100.00%
96
84
5000
3.20 3.30 3.40 3.50 3.60
A h 19321 268 361 nyo 84 .05  68.36%
m/z--> 0 50 100 150 200 250 300 350
Abundance #1457: Cyclohexane
56
84
5000 AN AL U RS AR AR
27 3.20 3.30 3.40 3.50 3.60
m/z 41.05 54 _.20%
2 Y -
m/z--> 0 50 100 150 200 250 300 350
Abundance
56
1320 3.30 3.40 3.50 3.60
5000 m/z 55.10 38.26%
28 84
m/z--> 0 50 100 150 200 250 300 350
Abundance #1488: 1-Pentene, 2-methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 69.10 27 .24%
5000 a4
29}
1 'kkﬂ'”"l"" L SN UL SR SN
m/z--> 0 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.25 51.18 ng 1217450 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 27 (3.250 min): BG043037.D (-22) (-) m/z 73.10 100.00%
7B A
5000 43
3.20 3.30 3.40 3.50 3.60 3.70
— .J',‘n. } .|.1?°. ST SR—S S m/z 43.10 39.56%
m/z--> 50 100 150 200 250 300
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60 3.70
m/z 55.10 29.18%
ﬁﬁﬁLmJ'J'Ll LIS L S UL WU
m/z--> 50 100 150 200 250 300
Abundance
73
41 3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 87.10 27 .53%
15 97
m/z--> " 50 100 150 200 250 300
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50 3.60 3.70
m/z 41.10 11.83%
5000
45
2\17 ‘l Ly 101 M—r—y—r—r
m/z--> 50 100 150 200 250 300 ' 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.60 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.60 88.74 ng 2111160 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 767 (7.597 min): BG043037.D (-758) (-) m/z 132.00 100.00%
132
5000 68
96 A IS UL I I
40 o1 469 7.20 7.40 7.60 7.80 8.00
e o S T it m/z 68.10 42 .80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR I I I
7.20 7.40 7.60 7.80 8.00
31 m/z 134.00 33.12%
"|l'llll"|"l" rfrrrrrrrTTTTTTT T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.83%
33 105
70
mz-> 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R R e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.37%
5000
69
39 ‘ 103
IIi"lhlll"'l""‘l‘III rfrrrrrrrTTTTTTT T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.28 2.02 ng 65100 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 000464-48-2 94
2 (+)-2-Bornanone 152 C10H160 000464-49-3 76
3 Camphor 152 C10H160 000076-22-2 76
4 5,7-Octadien-4-one. 2.6-dimethyl... 152 C10H160 006752-80-3 46
5 Tricyclo[2.2.1.0(2,6)]heptan-3-0... 152 C10H160 062560-53-6 43
Abundance Scan 1224 (10.282 min): BG043037.D (-1216) (-) m/z 95.10 100.00%
41 9%
69
5000
152
| 327 501 10.00 10.20 10.40 10.60
e | m/z 41.10  85.87%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25332: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
s P
5000 69
10.00 10.20 10.40 10.60
152 m/z 81.10 76.75%
15 23,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
95
10.00 10.20 10.40 10.60
5000 41 69 m/z 55.10 62.09%
152
15 123
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25061: Camphor A EEEEE e s
95 10.00 10.20 10.40 10.60
m/z 69.10 57.57%
5000
41 69 152
'”WLLLM!'”J"”I"”I"”I"”I"”I"”I"”I'
m/z-> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1H-Pyrazole-l1-carboxaldehyd... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.06 2.40 ng 77465 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole-1-carboxaldehvde. 4-... 168 C9H16N20 054411-09-5 50
2 3-Cvclohexen-1-o0l. 3-methvl- 112 C7H120 053783-91-8 40
3 Thiophene. 2-hexvl- 168 C10H16S 018794-77-9 38
4 Ethanone. 1-(3.4-dihvdro-6-methv... 140 C8H1202 028450-02-4 35
5 Bicyclo[3.2.0]heptan-2-one, 6-hy... 166 C10H1402 1000154-96-8 35
Abundance Scan 1527 (12.063 min): BG043037.D (-1520) (-) m/z 97.05 100.00%
o7
43
5000

11.80 12.00 12.20 12.40

111 125135 153
m/z 43.05 59.40%

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

Abundance #37411: 1H-Pyrazole-1-carboxaldehyde, 4-ethyl-4,5-dihydro-...
97
5000 69 III|IIII|IIII|IIII|IIII
168 11.80 12.00 12.20 12.40
a1 125 m/z 83.95 37.39%
56 81 111 139 153
. .JW bl
m/z--> 20 40 6 80 100 120 140 160 180 200
Abundance
97
11.80 12.00 12.20 12.40
5000 m/z 168.10 36.56%
41 55 gg B84
27 112

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

Abundance #36571: Thiophene, 2-hexyl-

o 11.80 12.00 12.20 12.40

m/z 39.10 30.75%
5000
168
43
29 P83 g7 84 | Ml gy 459

I O o o o I B A B o o B B R RRRRE SR ]

m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.33 42 .54 ng 2475740 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 2594 (18.332 min): BG043037.D (-2587) (-) m/z 73.10 100.00%
43 | 78
5000 129 213 j\g_
157 185 USRS
18.00 18.20 18.40 18.60
0! m/z 60.05 91.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 AR B IR
18.00 18.20 18.40 18.60
157 1g5 213 256 m/z 43.10 89.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 18.00 18.20 18.40 18.60
5000 129 m/z 55.10 81.86%
171
27 97 214
113 152 197
mﬁmrm‘m‘wwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid T
4 73 18.00 18.20 18.40 18.60
m/z 57.10 76 .55%
5000 129
il
|||||!||‘|‘|‘||I|‘ :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.59 21.70 ng 1510340 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80

Abundance Scan 2808 (19.589 min): BG043037.D (-2804) (-) m/z 43.10 100.00%
ile]
5000 ,_M,\_VwNn\ﬂ]\\~MGAAW~N-~
19.20 19.40 19.60 19.80 20.00
m/z 73.10 96.37%
miz--> 0 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
ile]
73
5000 AU R RN
129 mmmmmmmmm%
97 185 - 284 m/z 57.10 87 .50%
18 W 157 I 2183 | 265
miz--> 0 50 100 1%0 260 250 300 3%0
Abundance
43 73
19.20 19.40 19.60 19.80 20.00
5000 129 m/z 60.10 86.98%
97 199 242
157
180
miz--> 0 55 160 1%0 260 250 300 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T T
43 19.20 19.40 19.60 19.80 20.00
m/z 55.10 78.79%
73
5000 284
129
185
. H Il lu A w o TP s | su s )
miz--> 0 150 200 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Heptadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.83 2.26 ng 157633 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 78
2 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 70
3 Hexadecane 226 C16H34 000544-76-3 64
4 Octacosane 394 C28H58 000630-02-4 62
5 Eicosane 282 C20H42 000112-95-8 60

Abundance Scan 3019 (20.829 min): BG043037.D (-3016) (-) m/z 57.10 100.00%
57
5000
111 141 181205 240 281 312 343 385 416 20.60 20.80 21.00 21.20

m/z 43.10 77 .24%

m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
5000 85 R R N EEEREEas
20.60 20.80 21.00 21.20
29 m/z 71.10 56.62%
113 141 169 197 240
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R R NEEEREmEe
20.60 20.80 21.00 21.20
5000 91 m/z 85.10 50.23%
29
119 147 175 203224 260
L e e o e e e LA B o o o o e B e e B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane N EE s B S
57 20.60 20.80 21.00 21.20
m/z 59.10 43.29%
5000
85
29
L ‘ ,113 141 169 197 226

T T T I
20.60 20.80 21.00 21.20

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

8270-BG092519.M Mon Oct 07 18:33:22 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.35 10.83 ng 754062 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
3 Heneicosvl pentafluoropropionate 458 C24H43F502 1000351-81-1 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3108 (21.352 min): BG043037.D (-3103) (-) m/z 57.10 100.00%
57
83
5000
111
VNS BN SUUE
139 21.00 21.20 21.40 21.60
168
Y h fRi20224251. 285 32735 401429 534 | nsn 5510  87.48%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151537: 1-Docosene
57
5000 21.00 21.20 21.40 21.60
29 508 m/z 43.10  79.52%
153181209 238 280
mz-> 0 50 100 "150 0o 2ko 3o o o 4k o
Abundance
57
97 21.00 21.20 21.40 21.60
5000 m/z 83.10 69.65%
153 196224 271 547
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #228791: Heneicosy! pentafluoropropionate T
57 21.00 21.20 21.40 21.60
97 m/z 69.10 64.90%
5000
125
29 ‘l (153182210233266294 330 409 440
mz—-> 0 5'0 1(')0 1&1,0 200 250 300 3&'30 400 4&1;0 5(')0 ! 21. oo 21. 20 21. 40 21. 60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Tetracosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.89 5.28 ng 367354 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tridecane. 7-propvl- 226 C16H34 055045-09-5 87
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3200 (21.892 min): BG043037.D (-3195) (-) m/z 57.10 100.00%
57
5000 85 \vd\ﬂwj\ﬁmmj\M~W4“ﬁ~J\ﬂs
HL AU SR SR I
21.60 21.80 22.00 22.20
141 197
i '1 l. S8 07, 236258281303323 355 385 415 | n/ 71.10  58.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85 L L SULLN SRR B
mmmmnmnm
29 m/z 43.10 55.42%
113
] \ 0o 7y, 141 169 197 225 253 281 309 338
m/z--> 50 160 1éo 260 250 300 3éo 460
Abundance
57
2160 21.80 22.00 22.20
5000 85 m/z 85.10 44 .90%
29 13 141 169 197 225 253 295 323 367
m/z--> 55 160 1éo 260 2éo 300 3éo 460
Abundance #83029: Tridecane, 7-propyl- A SRS e e
43 21.60 21.80 22.00 22.20
m/z 41.10 26.93%
71
5000
140
99 183
P O O Y . —
m/z--> 50 100 150 2m 250 3m 350 400 mmmmnmnm

8270-BG092519.M Mon Oct 07 18:33:24 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.50 6.44 ng 448380 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3303 (22.498 min): BG043037.D (-3298) (-) m/z 57.10 100.00%
57
5000 85
USSR AR N
113 22.20 22.40 22.60 22.80
155 197 281
ok Jl 11 i 222 298 207 909333395 401 431 | Tz 71.10 60.11%
m/z--> 50 150 200 250 300 350 400
Abundance #129492: Eicosane
57
85 22.20 22.40 22.60 22.80
29 m/z 43.10 59.14%
| J 11}3‘141 169 197 225 253 282
m/z--> 55 100 1éo 260 250 360 3éo 460
Abundance
57
22120 22.40 22.60 22.80
5000 a5 m/z 85.10 45 .14%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #215181: 2-methyloctacosane R T e ey S R e S e o
57 22.20 22.40 22.60 22.80
m/z 55.10 24 .96%
- ] M"\/\/\—}\\/\"\«\W
113
29 ] | ] ” [ 141,169 197 225 267 295 365 393
m/z--> 5'0 100 1éo 2(')0 250 3(')0 35'30 4(')0 22.'20 22.'40 22.I60 22.|8O !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.19 10.68 ng 743798 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 3421 (23.191 min): BG043037.D (-3416) (-) m/z 57.10 100.00%
g7
5000 85
113 141 22.80 23.00 23.20 23.40 23.60
o3 1] h L, 109 197 | 239 267 294 323 353380 416 | ns7 43.10  62.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 [rerryrrrryT T T T TT T T
85 22.80 23.00 23.20 23.40 23.60
m/z 71.10 59.42%
29| L) j118 141 160 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
22.80 23.00 23.20 23.40 23.60
5000 o m/z 85.10 46.11%
29

113 141 169 226

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 27 .12%
5000 85
29
| ‘ || | o113 141 169 197 225 253 281 309 337 365 394

T T I T T
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 9

Peak Number 14 Hexacosane

Relative to ISTD

R.T. EstConc Area
24 .00 7.56 ng 917083
Hit# of 5 Tentative ID

1 Hexacosane

2 2-Bromo dodecane

3 Heneicosane. 11-(1-ethvlpropvl)-
4 Heptacosane

5 Heptadecane, 9-octyl-

C26H54
C12H25Br
C26H54
C27H56
C25H52

000630-01-3 91
013187-99-0 91
055282-11-6 91
000593-49-7 87
007225-64-1 87

Abundance Scan 3559 (24.002 min): BG043037.D (-3552) (-) m/z 57.10 100.00%

57
5000 85

23. 60 23 80 24 00 24. 20 24 40

113
141169197 230266 294 323 355 402430 475

oA A O O e e m/z 71.10 61.14%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57
5000 85 LA INLL B L L L L Y LB

23.60 23.80 24.00 24.20 24.40
29
113 141 160 197 205253 205303 367
B N D 0 I b i R L

m/z 43.10 58.29%
m/iz--> 0 50 100 150 200 250 300 350 400 450

o
57 /\

Abundance
BB RAmE EaEE e
23. 60 23 80 24 00 24.20 24.40
5000 85 m/z 85.10 46 .45%
29 113 169
140 248
L B A B B e o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- R S e
43 23.60 23.80 24.00 24.20 24.40
m/z 55.10 26.14%

7
5000
99 157
| 27155183 225253 2% gg7

m/z--> 0 50 100 150 200 250 300 350 400 450 23. 60 23 80 24 00 24. 20 24 40

8270-BG092519.M Mon Oct 07 18:33:27 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Octadecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.08 7.34 ng 890088 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3913 (26.082 min): BG043037.D (-3904) (-) m/z 57.10 100.00%
g7
5000 85
113 25,80 26.00 26.20 26,40
207
ol 3al L4 f [Ty .7 160183207 230260261301323 35378401 | 1s5" 7110 - 60.780%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43
71
5000
25.80 26.00 26.20 26.40
9 m/z 43.10 56.29%
DAl [ g137 255 183 225 253
m/z--> éo 160 1éo 200 250 360 350 400
Abundance
57
25,80 26.00 26.20 26,40
5000 P m/z 85.10 43.69%
29
113 141 169 197 225 253 281 309 338
m/z--> éo 160 1éo 260 250 300 350 400
Abundance #194493: Hexacosane
57 25.80 26.00 26.20 26.40
m/z 55.10 23.64%
5000 85
29 i | n1}3dlfl 169 197 225 253 295 323 367
m/z--> éo 100 1éo 260 2%0 300 350 400 2580 2600 2620 2640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043037.D

Aca On : 4 Oct 2019 20:50

Operator :© JU

Sample : K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Eicosane, 10-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
27 .44 3.49 ng 423600 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
Abundance Scan 4144 (27.439 min): BG043037.D (-4137) (-) m/z 57.10 100.00%
57
5000
99 27.20 27.40 27.60 27.80
141 183 239 282 . . . .
A s 239282 s20 870 420 h77 71.10  55.42%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141431: Eicosane, 10-methyl-
57
5000
27.20 27.40 27.60 27.80
99 m/z 43.10 52.63%

154
[, 77 197 239 281

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

27.20 27.40 27.60 27.80
5000 m/z 85.10 49 _86%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #175559: Tetracosane
57 27.20 27.40 27.60 27.80
m/z 41.10 19.05%
5000
99
e s 8
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27 20 27. 40 27. 60 27. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100419\
Data File : BG043037.D

Acq On > 4 Oct 2019 20:50

Operator : JU

Sample - K5154-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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]
Cyclopentane, met... 3.17 24 .2 ng 574806 1 8.06 475795 20.0
Butane, 2-methoxy... 3.25 51.2 ng 1217450 1 8.06 475795 20.0
unknown7 .60 7.60 88.7 ng 2111160 1 8.06 475795 20.0
Bicyclo[2.2.1]hep... 10.28 2.0 ng 65100 2 10.86 645279 20.0
1H-Pyrazole-1-car... 12.06 2.4 ng 77465 2 10.86 645279 20.0
n-Hexadecanoic acid 18.33 42.5 ng 2475740 4 17.42 1164040 20.0
Octadecanoic acid 19.59 21.7 ng 1510340 5 21.69 1392240 20.0
Heptadecane 20.83 2.3 ng 157633 5 21.69 1392240 20.0
1-Docosene 21.35 10.8 ng 754062 5 21.69 1392240 20.0
Tetracosane 21.89 5.3 ng 367354 5 21.69 1392240 20.0
Eicosane 22.50 6.4 ng 448380 5 21.69 1392240 20.0
Heptacosane 23.19 10.7 ng 743798 5 21.69 1392240 20.0
Hexacosane 24 .00 7.6 ng 917083 6 24.91 2426890 20.0
Octadecane, 2-met... 26.08 7.3 ng 890088 6 24.91 2426890 20.0
Eicosane, 10-methyl- 27.44 3.5 ng 423600 6 24.91 2426890 20.0
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