LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

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-BG061520.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 5.496 402 410 425 rBV 889887 1552120 38.63% 6.387%
2 7.117 676 686 697 rBV 943267 1720064 42.80% 7.078%
3 7.893 811 818 827 rVB 196065 339660 8.45% 1.398%
4 8.216 862 873 882 rBV 837855 1464047 36.43% 6.024%
5 9.062 1006 1017 1028 rBV 633919 1165157 29.00% 4._.794%
6 10.701 1288 1296 1309 rBV 251276 458669 11.41% 1.887%
7 13.168 1707 1716 1725 rBV 1721940 2723816 67.78% 11.208%
8 13.873 1831 1836 1843 rVB2 32961 52002 1.29% 0.214%
9 14.002 1853 1858 1865 rVB 227914 340658 8.48% 1.402%
10 14.548 1946 1951 1958 rVB 379111 621814 15.47% 2.559%

11 16.046 2195 2206 2216 rBV 1368903 2178632 54.22% 8.964%
12 17.298 2412 2419 2425 rBV 482300 759212 18.89% 3.124%
13 19.829 2845 2850 2855 rBV 124553 167449 4_.17% 0.689%
14 19.918 2859 2865 2875 rBV 3044023 4018400 100.00% 16.535%

15 20.229 2915 2918 2924 rVB4 29053 40210 1.00% 0.165%
16 20.564 2970 2975 2978 rBV3 63756 91989 2.29% 0.379%
17 20.605 2979 2982 2989 rVB7 31779 54795 1.36% 0.225%
18 20.769 3006 3010 3014 rvVv 39702 48316 1.20% 0.199%

19 21.034 3050 3055 3060 rBvV 79199 106997 2.66% 0.440%
20 21.216 3081 3086 3093 rBV 224171 355652 8.85% 1.463%

21 21.557 3137 3144 3150 rBV 510324 812896 20.23% 3.345%
22 21.756 3174 3178 3183 rVB6 32297 53432 1.33% 0.220%
23 21.985 3214 3217 3222 rVB5 29713 42100 1.05% 0.173%
24 22.361 3272 3281 3293 rBV3 153760 421555 10.49% 1.735%
25 22.538 3306 3311 3317 rVB2 105779 166280 4.14% 0.684%

26 23.007 3387 3391 3396 rVB3 47140 78647 1.96% 0.324%
27 23.342 3442 3448 3457 rVB2 76114 153206 3.81% 0.630%
28 23.783 3516 3523 3529 rBV 255606 530778 13.21% 2.184%
29 23.848 3529 3534 3547 rVB4 156005 406684 10.12% 1.673%
30 24.059 3564 3570 3576 rVB3 84465 183042 4_56% 0.753%

31 24.670 3665 3674 3687 rVB 314746 957612 23.83% 3.940%
32 25.193 3755 3763 3774 rVB5 107962 288711 7.18% 1.188%
33 25.780 3854 3863 3874 rVvB2 195977 608263 15.14% 2.503%
34 25.909 3876 3885 3900 rVB7 80462 300099 7.47% 1.235%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

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-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 27.836 4203 4213 4224 rVB5 94506 338926 8.43% 1.395%
36 28.635 4340 4349 4350 rBV6 43948 86624 2.16% 0.356%
37 29.775 4533 4543 4563 rVB6 121621 614379 15.29% 2.528%

Sum of corrected areas: 24302893
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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: BG045889.D
3000000

2500000
2000000
1500000

1000000 5.50 7.12 8.22

9.06

500000
7 i 89 10. 70

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11. 50 12. OO 12.50

Abundance TIC: BG045889.D
3000000 19,92

2500000

2000000
13.17

1500000 16.05

1000000

21.56
500000 14.55 17.30

14.00 I 2122 -
19.83 10 354
13,4 20228307, 21.78.99 /5

(0 o o o SIS o e e o o B L e e I o o o o o e e 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: BG045889.D
3000000

2500000
2000000
1500000
1000000

500000 7 24.67

23 g 25 78
3.34 ﬁ'\ﬁ.oe /\ 25.19 501 27.84 29.77
23.02 L n /?k/\, N 28.64 A

O T T T T T T T T T T T T T T T T e T T T T e T e T e T

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\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 p,p"-DDE Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.83 4.12 ng 167449 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p.p"-DDE 316 C14H8CIl4 000072-55-9 99
2 o0.p"-DDE 316 C14H8CIl4 003424-82-6 95
3 Benzene., 1.1"-(1.2-dichloro-1.2-... 316 C14H8CIl4 088970-69-8 94
4 Anthracene. 9.10-dichloro- 246 C14H8CI2 000605-48-1 92
5 Anthracene, 1,8-dichloro- 246 C14H8CI2 014381-66-9 90

Abundance Scan 2850 (19.829 min): BG045889.D (-2845) (-) m/z 245.95 100.00%

246
5000 318

19.60 19.80 20.00 20.20
m/z 247 .95 61.41%

87105123 150

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #157660: p,p'-DDE

246

318

19.60 19.80 20.00 20.|20
m/z 317.95 45 _.90%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
246
N S  NEEERE R
19.60 19.80 20.00 20.20
5000 318 m/z 315.95 38.12%
176
28 50 70 87 19123141 150 | 194?° 261

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #157672: Benzene, 1,1'-(1,2-dichloro-1,2-ethenediyl)bis[2-... e B B
6 19.60 19.80 20.00 20.20

m/z 176.05 33.79%

5000

39

63 87 105123 150

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.56 2.26 ng 91989 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 93
2 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 328 C22H3202 015340-82-6 80
3 Benz(a)acridine. 9.10.12-trimethyl- 271 C20H17N 063040-02-8 18
4 Oxazole. 2-(l1-naphthalenvl)-5-ph... 271 C19H13NO 000846-63-9 18
5 Dihydronormorphinone 271 C16H17NO3 014696-23-2 18

Abundance Scan 2974 (20.558 min): BG045889.D (-2970) (-) m/z 271.15 100.00%

175 21

5000
356 429 20.20 20.40 20.60 20.80
0 m/z 175.15 89.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271
175
5000
20.20 20.40 20.60 20.80
41 69 m/z 201.10 71.26%
91 115 145 229
0 18
m/z--> 50 100 150 200 250 300 350 400
Abundance
271
20.20 20.40 20.60 20.80
5000 m/z 99.05 37.56%
175
43 201
69 328
o 18 91 115 145 243
L I e e LA I e e o o e o o I o B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #120290: Benz(a)acridine, 9,10,12-trimethy!-
271 20.20 20.40 20.60 20.80
m/z 69.00 36.70%
5000
127
o 771007 151176 202 24 |
T BT A e e e e B N o o S B R e e R
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 4 Cinnamyl cinnamate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.03 2.63 ng 106997 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 78
2 2-Propenal. 3-(4-methviphenvl)- 146 C10H100 001504-75-2 50
3 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 47
4 2-lodo-benzoic acid N"-(3-phenvl... 392 C16H13IN202 315672-62-9 47
5 Oxalic acid, monoamide monohydra... 323 C18H17N303 1000294-01-4 47
Abundance Scan 3054 (21.028 min): BG045889.D (-3050) (-) m/z 131.05 100.00%
5000
-, 103
u 219
51 20.80 21.00 21.20 21.40
173
ol liwd L Ly 173193, | 240264 206 320 3% 401 - TiiE 00 37.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #114231: Cinnamyl cinnamate
131
5000
103 20.80 21.00 21.20 21.40
0
o 77 29 o, m/z 103.00 36.61%
U 'J "I'J rT = |'17?1?% 'l' LA S e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
131
20.80 21.00 21.20 21.40
5000 o1 m/z 117.05 34.16%
39 65
S A L W W L WL L
m/z--> 50 100 150 200 250 300 350 400
Abundance #51728: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131 20.80 21.00 21.20 21.40
m/z 77.00 29.73%
5000
27 103
a1 \ \ 188
N Pl o] e et
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.22 8.75 ng 355652 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 70
Abundance Scan 3087 (21.222 min): BG045889.D (-3081) (-) m/z 57.05 100.00%
57 83
o \_/\“LV
HRU A SRR B B
139 168 100207 280 21.00 21.20 21.40 21.60
- 10071226 252 S %% h/z 43.05 96.82%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
7
83
5000 R AN SRR B
29 11 21.00 21.20 21.40 21.60
m/z 55.05 88.30%
o l | 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
43 97
69 R AN SRR B
21.00 21.20 21.40 21.60
5000 m/z 83.05 88.29%
125
ol 25 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 B R e
55 83 21.00 21.20 21.40 21.60
m/z 69.05 85.54%
- | \—\L
29
m’H
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.36 10.37 ng 421555 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Nonadecene 266 C19H38 018435-45-5 92

Abundance Scan 3281 (22.361 min): BG045889.D (-3272) (-) m/z 83.05 100.00%

57 83
5000 111

139 22.00 22.20 22.40 22.60
l 167 209 252 284 353
0 ....,....,....,.'-..~.~,....,....?‘?8...,....4?1....,.4.7?. m/z 97.05 93.02%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #81246: Cyclohexadecane
556 83
5000 LA L L L L LB L
29 11 22.00 22.20 22.40 22.60
\ m/z 57.05 90.59%
139 224
167 196
0 .”.,..!u,!JHMH...,....“...,....,”..,....,”..
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55 83
o A
22.00 22.20 22.40 22.60
5000 111 m/z 55.05 86.16%
29
. 139167 106 233 266 204
T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1 B E B I B
55 83 22.00 22.20 22.40 22.60
m/z 69.05 80.95%
B | w\\JkAMA
29
0 \ | 1139.‘168 196 238266
B o e I B o e e =
m/z--> 0 50 100 150 200 250 300 350 400 450 22. 00 22 20 22. 40 22. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Heneicosanoic acid, methyl ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.54 4.09 ng 166280 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 93
2 Tetracosanoic acid. methvl ester 382 C25H5002 002442-49-1 93
3 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 83
4 Octacosanoic acid. methvl ester 438 C29H5802 055682-92-3 83
5 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 81

Abundance Scan 3311 (22.538 min): BG045889.D (-3306) (-) m/z 74.00 100.00%

5000
143

e
39 382 22.20 22.40 22.60 22.80

0 30 0 m/z 87.05 93.72%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #177157: Heneicosanoic acid, methyl ester

171199 241 283311

5000

22 20 22. 40 22.60 22.80
m/z 43.05 40.45%

171199 241 269297 340

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
74
L e L
22.20 22.40 22.60 22.80
5000 m/z 75.05 33.31%
382
" 43 143
11 18513241 283311 >0
Ot e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186930: Docosanoic acid, methyl ester e s A st
74 22 20 22. 40 22. 60 22. 80

m/z 55.05 32.96%

43
5000
143 L
15, W ’ 171199597255 58331 |

L T B M St au LAt Ao

m/z--> 0 50 100 150 200 250 300 350 400 450 22 20 22. 40 22. 60 22.80

—
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 16-Octadecenal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

23.34 3.20 ng 153206 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenal 266 C18H340 056554-87-1 72
2 Pentadecanal- 226 C15H300 002765-11-9 64
3 1.19-Eicosadiene 278 C20H38 014811-95-1 64
4 Octadecanal 268 C18H360 000638-66-4 53
5 Cyclododecanol 184 C12H240 001724-39-6 52

Abundance Scan 3448 (23.342 min): BG045889.D (-3442) (-) m/z 57.05 100.00%

57

-

5000
23.00 23.20 23.40 23.60
296 334 370 461
O S 429 m/z 82.00 95.22%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115861: 16-Octadecenal

57 82

%

5000

23. OO 23. 20 23 40 23. 60
m/z 43.05 73 .14%

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57 82
e EARR s e S
23.00 23.20 23.40 23.60
50000 99 m/z 83.05 65.62%
109
137
o gy e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126192: 1,19-Eicosadiene e R aE e e S e
55 23.00 23.20 23.40 23.60
82 m/z 96.05 64.43%
5000
29 09
oL | 1137 166 194 222 250 278
e T T T T A B o
m/z--> 0 50 100 150 200 250 300 350 400 450 23. 00 23. 20 23 40 23. 60

8270-BG061520.M Wed Jul 01 12:58:46 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.78 11.09 ng 530778 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hentriacontane 437 C31H64 000630-04-6 89
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 3523 (23.783 min): BG045889.D (-3516) (-) m/z 57.05 100.00%
57
5000
141 169 23.40 23.60 23.80 24.00
I .JI, L0 107 225 253 280 309 341 401425 | Ty 7105  85.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85
23.40 23.60 23.80 24.00
113 m/z 43.05 66.15%
o %, ] |I7)” 141 169 197 225 267 205 365 393
m/z--> 50 160 1éo 200 250 300 350 400 '
Abundance
57
29 23.40 23.60 23.80 24.00
5000 85 m/z 85.05 63.36%
182
o 113 141 211 238 266
LI FLELELEE UURLELE ALY SR SR UL SR SUREL
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57 23.40 23.60 23.80 24.00
m/z 55.05 25.67%
85
5000
29
oL 13141 160 107 240
s S 0 1o ob0 Ao Ho aa ao | | 2405360 2360 200
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 n-Nonadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.85 8.49 ng 406684 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 87
2 Behenic alcohol 326 C22H460 000661-19-8 81
3 1-Heneicosanol 312 C21H440 015594-90-8 55
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 49
5 n-Tetracosanol-1 354 C24H500 000506-51-4 49
Abundance Scan 3534 (23.848 min): BG045889.D (-3529) (-) m/z 83.05 100.00%

55 83
5000 11

lpsg 181 202050281 342 4ol 549 23.60 23.80 24.00 24.20
U 17 0 P N 6 Y O S e v SN m/z 97.05 96.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1
56 83
11

5000 I B L B
23. 60 23 80 24. OO 24 20

m/z 69.05 81.14%

ol 2 39168106 238266
e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
A e
23.60 23.80 24.00 24.20
5000 11 m/z 55.05 80.62%
139
o 27 167196224252280308
S e A
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol o I s B S
55 83 23.60 23.80 24.00 24.20
m/z 57.05 69.18%
5000 11
o7 ‘ J 139167106 233266294
T T T T ] T e T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Hexacosanoic acid, methyl e... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24 .06 3.82 ng 183042 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosanoic acid. methvl ester 410 C27H5402 005802-82-4 93
2 Tricosanoic acid. methvl ester 368 C24H4802 002433-97-8 90
3 Methvl 14-methvl-eicosanoate 340 C22H4402 1000336-23-3 74
4 Methvl 20-methvl-docosanoate 368 C24H4802 1000336-49-8 74
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 74
Abundance Scan 3570 (24.059 min): BG045889.D (-3564) (-) m/z 74.05 100.00%

5000

N

199 311 o4 367 410 23.80 24.00 24.20 24.40
255 283 340 476
0 221 m/z 87.05 67.50%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215886: Hexacosanoic acid, methyl ester

-

5000
23.80 24.00 24.20 24.40

m/z 43.05 42 _.01%

171 199 367 410

2559281 311

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
74
R e e e
23.80 24.00 24.20 24.40
5000 43 m/z 75.05 34.20%
143
35 368
ol15 101 171199 41 269 297
i e L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #177139: Methyl 14-methyl-eicosanoate O BB M & Sl
23.80 24.00 24.20 24.40
m/z 69.05 31.06%
5000
340
199
297 255 297
O e R

I T I T
m/z--> 0 50 100 150 200 250 300 350 400 450 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Octadecanal Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
25.19 6.03 ng 288711 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 81
4 Hexadecanal 240 C16H320 000629-80-1 80
5 Pentadecanal- 226 C15H300 002765-11-9 80

Abundance Scan 3763 (25.193 min): BG045889.D (-3755) (-) m/z 82.00 100.00%
57 8P
5000
179 222 269295 24.80 25.00 25.20 25.40 25.60
I ¢ a0 %2 At m/z 57.00 91.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117605: Octadecanal
43 82
5000 LRSI B SRR BRI B
24.80 25.00 25.20 25.40 25.60
m/z 69.05 66.73%
138 165 194 222 220
0‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
82
RSN SUNI B BN
57 24.80 25.00 25.20 25.40 25.60
5000 m/z 43.05 65.44Y%
110
29
. 138 166 211 250
miz-> 50 100 150 200 250 300 350 400 450
Abundance #109264: 1,16-Hexadecanediol e S R e
55 8 24.80 25.00 25.20 25.40 25.60
m/z 96.00 61.13%
5000
31
109
ol ‘ | 138 166 194 222
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 351;0 4(')0 4&'30 24.I80 25.'00 25.'20 25.'40 25.|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.78 12.70 ng 608263 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 10-MethvlInonadecane 282 C20H42 056862-62-5 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3863 (25.780 min): BG045889.D (-3854) (-) m/z 57.05 100.00%
57
85
5000
f13141 25.40 25.60 25.80 26.00
169197 : : : :
ob L Ly (20197225 266 309343 430 849 | o790 05 90.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000 RN AR AR AR

25.40 25.60 25.80 26.00
m/z 85.05 65.56%

141169197225253 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
25.40 25.60 25.80 26.00
5000 85 m/z 43.05 62.22%
29 13149
0 169197225253281309337365394
T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129494: 10-Methylnonadecane R b L R s mE e e
57 25.40 25.60 25.80 26.00
m/z 55.05 25.37%
85
5000
29 13 154
| 267
O e L o = e & o S o S AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2540 2560 2580 26.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 14 9-Octadecene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.91 6.27 ng 300099 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 90
2 1-Pentadecene 210 C15H30 013360-61-7 90
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 86
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 76
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 70
Abundance Scan 3885 (25.909 min): BG045889.D (-3876) (-) m/z 83.05 100.00%
I <
5000
207 oo oo onl o T
18271 236 268297 342 25.60 25.80 26.00 26.20
Ol m/z 69.05 89.67%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104187: 9-Octadecene, (E)-
55
83
5000 IR SRR B
29 25.60 25.80 26.00 26.20
111 m/z 97.05 84 .16%
0 | ,111§91681962242§2
RIS FULELESES DAL SIS BARLELEL SIS UARLALEL SR LR SALL U
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43, ga
25.60 25.80 26.00 26.20
5000 m/z 57.05 79.62%
111
0l 15 140 182210
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235928: Octacosyl trifluoroacetate
57 25.60 25.80 26.00 26.20
m/z 55.05 66 .04%
97
5000
125
o %QH A ‘L¢1§3;81208 250278306334 364392 437 488
m'z-> 0 50 100 150 200 250 300 350 400 450 500 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27.84 7.08 ng 338926 Perylene-di12 24.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 92
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 Z-2-0Octadecen-1-ol 268 C18H360 1000131-11-0 72
5 E-11(13-Methyl)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 64
Abundance Scan 4214 (27.842 min): BG045889.D (-4203) (-) m/z 57.05 100.00%
57 82

5000
138 T o el ool
166 194 277253 205 334356 27.80 21.80 28.00 28.20
o— m/z 82.00 94 .01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117606: Octadecanal

43 2

5000
27.60 27.80 28.00 28.20

m/z 83.05 69.69%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
82
R A R B
57 27.60 27.80 28.00 28.20
5000 m/z 43.05 66.42%
110
29
138
166 211 250
o LR R N e
m/z--> 50 100 150 200 250 300 350 400
Abundance #105849: Heptadecanal RS mEEE L
4 82 27.60 27.80 28.00 28.20
m/z 96.05 60.67%
5000
109
. JLL || 123715g180 208 236
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 27.60 27.80 28.00 28.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045889.D

Aca On : 30 Jun 2020 18:06

Operator : CG/JU

Sample : L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 _.beta.-Sitosterol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
29.77 12.83 ng 614379 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 90
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 87
3 Pvridine-2-carboxvlic acid. (4-a... 213 C12H11N30 1000317-78-7 22
4 5-Cholesten-3.beta.-acetoxv-24-t... 460 C29H4802S 1000253-09-1 16
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 11
Abundance Scan 4542 (29.769 min): BG045889.D (-4533) (-) m/z 43.05 100.00%
48
213
5000
29.40 29.60 29.80 30.00
Oy m/z 213.15 74.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 29.40 29.60 29.80 30.00
107 : : : :
8l 145 o3 208 320 414 m/z 145.05 55.91%
. 73 4255 - 354 381
m/z--> éo 100 150 200 250 300 350 400
Abundance
43
29.40 29.60 29.80 30.00
5000 81 197 m/z 107 .05 51.12%
145 213 303 e
173 255 829 381
0 284 | 276 354
m/z--> éo 160 1%0 260 2%0 360 3%0 460
Abundance #71847: Pyridine-2-carboxylic acid, (4-amino-phenyl)-amide e A s EEML
213 29.40 29.60 29.80 30.00
29 m/z 93.05 48 .90%
5000 107
52
134 144
0 ﬁgw""|L"'|"“”W""l""l""l""l"" U UGN AU
m/z--> 50 100 150 200 250 300 350 400 29.40 29.60 29.80 30.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG063020\
Data File : BG045889.D

Acq On : 30 Jun 2020 18:06

Operator : CG/JU

Sample - L3153-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520._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]
p,p"-DDE 19.83 4.1 ng 167449 5 21.56 812896 20.0
2-Phenanthrenol, ... 20.56 2.3 ng 91989 5 21.56 812896 20.0
Cinnamyl cinnamate 21.03 2.6 ng 106997 5 21.56 812896 20.0
3-Eicosene, (E)- 21.22 8.8 ng 355652 5 21.56 812896 20.0
Cyclohexadecane 22.36 10.4 ng 421555 5 21.56 812896 20.0
Heneicosanoic aci... 22.54 4.1 ng 166280 5 21.56 812896 20.0
16-Octadecenal 23.34 3.2 ng 153206 6 24.67 957612 20.0
2-methyloctacosane 23.78 11.1 ng 530778 6 24.67 957612 20.0
n-Nonadecanol-1 23.85 8.5 ng 406684 6 24.67 957612 20.0
Hexacosanoic acid... 24.06 3.8 ng 183042 6 24.67 957612 20.0
Octadecanal 25.19 6.0 ng 288711 6 24.67 957612 20.0
Heneicosane 25.78 12.7 ng 608263 6 24.67 957612 20.0
9-Octadecene, (E)- 25.91 6.3 ng 300099 6 24.67 957612 20.0
Oxirane, hexadecyl- 27.84 7.1 ng 338926 6 24.67 957612 20.0
-beta.-Sitosterol 29.77 12.8 ng 614379 6 24.67 957612 20.0
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