LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051119\
Data File : BG040903.D
Acq On : 12 May 2019 11:00 Instrument :
Operator : HP/JU (B.‘,'l\!A_(tSS o

- _ lentosampleld :
3?2?6 - (ero8-12 P026-SS015-1218-01
ALS Vial : 30 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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 height area % max. total
1 3.141 4 9 18 rBvY 146752 264563 5.97% 0.900%
2 3.218 18 22 35 rvB 225406 314494 7.09% 1.070%
3 5.668 429 439 448 rBV 1131631 1808219 40.78% 6.149%
4 7.278 704 713 724 rBV 1232260 2171902 48.98% 7.386%
5 7.660 769 778 785 rBV 1184939 1992383 44.93% 6.776%
6 8.130 851 858 868 rBVY 203655 352986 7.96% 1.200%
7 8.459 905 914 922 rBV 796561 1365203 30.79%  4.643%
8 9.311 1050 1059 1067 rBV 735545 1330664 30.01% 4.525%
9 10.956 1331 1339 1348 rBV 284249 498015 11.23% 1.694%
10 13.388 1746 1753 1760 rBV 1952132 2896041 65.31% 9.849%

11 14.205 1886 1892 1898 rBV 287161 394272 8.89% 1.341%
12 14.763 1980 1987 1996 rVB2 491411 763797 17.23% 2.598%
13 16.250 2232 2240 2249 rBV 1849315 2843490 64.13% 9.670%
14 17.507 2447 2454 2459 rBV 699520 1030430 23.24% 3.504%

15 17.548 2459 2461 2465 rVB 58280 66857 1.51% 0.227%
16 18.365 2593 2600 2607 rBvV2 500960 732016 16.51% 2.489%
17 18.429 2607 2611 2617 rVB 30568 56436 1.27% 0.192%
18 18.565 2629 2634 2639 rBV3 30868 51294 1.16% 0.174%
19 19.281 2751 2756 2762 rBV7 23155 44805 1.01% 0.152%

20 19.546 2797 2801 2806 rVB 117296 173548 3.91% 0.590%

21 19.622 2806 2814 2824 rBV 250812 369648 8.34% 1.257%
22 19.910 2857 2863 2869 rVB 210699 303174 6.84% 1.031%
23 20.104 2889 2896 2901 rBV 3242154 4434133 100.00% 15.080%
24 20.233 2913 2918 2926 rVB4 19775 44876 1.01% 0.153%
25 20.368 2935 2941 2952 rVB5 36421 111112 2.51% 0.378%

26 20.556 2969 2973 2977 rBV 38873 46411 1.05% 0.158%
27 20.697 2992 2997 2999 rBV 42236 51297 1.16% 0.174%
28 20.739 3001 3004 3012 rVB3 36611 64309 1.45% 0.219%

29 21.385 3110 3114 3122 rBV2 292027 495119 11.17% 1.684%
30 21.790 3174 3183 3188 rBV2 685424 1293754 29.18% 4._.400%

31 21.837 3188 3191 3196 rVB 77091 114333 2.58% 0.389%
32 21.943 3204 3209 3214 rVB2 46519 72927 1.64% 0.248%
33 22.060 3224 3229 3233 rBV3 31449 59853 1.35% 0.204%
34 22.566 3310 3315 3319 rBV 81909 127385 2.87% 0.433%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

3?22'6 i K2768-12 P026-SS015-1218-01
ALS Vial : 30 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 - O Peak Location: TOP

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

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319._M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 22.613 3319 3323 3334 rVB 56902 148252 3.34% 0.504%

36 23.277 3430 3436 3445 rBvV 108635 216025 4._.87% 0.735%
37 23.476 3464 3470 3477 rVB 81943 162752 3.67% 0.553%

38 24.052 3561 3568 3571 rBV3 44122 96424 2.17% 0.328%
39 24.117 3574 3579 3588 rVB4 106571 256333 5.78% 0.872%
40 24.822 3694 3699 3705 rVB2 40099 85477 1.93% 0.291%

41 24.963 3717 3723 3734 rVB2 42833 116530 2.63% 0.396%
42 25.133 3736 3752 3762 rBVY 394426 1334654 30.10% 4 _539%
43 26.279 3937 3947 3956 rVB4 53025 161159 3.63% 0.548%
44 26.449 3964 3976 3977 rBV10 30120 87665 1.98% 0.298%

Sum of corrected areas: 29405017

8270-BG042319.M Mon May 13 18:25:19 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

ﬁ?ggle i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG040903.D

3000000
2500000
2000000

1500000

1000000 8.46 031

500000

3,32 8.13 10.96

L T o o T L N | SN SN

T T T T T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG040903.D

20.10
3000000

2500000
2000000{  13.39 16.25
1500000

1000000
17.51 21.79
14.76 18.36

500000 14.20 J

10620 o 21.38
1§.55 sx6  10.29F° | oo 2bBhae 1

O e L o LA o e e e e e e e e s e B B L o e o e e e REEEEE

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: BG040903.D

3000000
2500000
2000000
1500000
1000000

500000 25.13
23.28.48 2 }{
! 2Ah5 28y 268845

O T T P T e T T T o T T e e O e e e e 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\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

ﬁ?ggle i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

3.22 17.82 ng 314494 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 50
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 22 (3.218 min): BG040903.D (-18) (-) m/z 72.95 100.00%
<}
5000 43
87
3.20 3.30 3.40 3.50 3.60
7
Obrrrprll Rl L 207 20r T Thn/z 43.00  42.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA U U IR IR IR
43 3.20 3.30 3.40 3.50 3.60
87 m/z 55.00 27 .66%
2 b
0"W'“'LM“I“MW'”'P'”I“'W'”'""'“"'“ [rrrrprr T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73
41 g 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 25.74%
27
oL.14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.00 13.23%
5000 43
58
o) .U‘.. N
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

ﬁ?ggle i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.66 Concentration Rank 1

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

7.66 112.89 ng 1992380 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 778 (7.660 min): BG040903.D (-769) (-) m/z 132.00 100.00%
132
5000

7.40 7.60 7.80 8.00

0 m/z 68.00 48.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 |/|\|||||||||||||||||||||
7.40 7.60 7.80 8.00
31 78 m/z 66.00 35.24%
0..,....,....,...ﬁ.?.l..H...,...l,....,....,....,....,.... S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
132
R e N RS
7.40 7.60 7.80 8.00
5000 m/z 134.00 33.64%

15 28 39 52 % 77 o0 1204 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14144: 5-Fluoro-2-chloropyrimidine R  amas L R,
132 7.40 7.60 7.80 8.00
m/z  69.00 22.01%
5000
33 44 o 97105
e e | | us
Obrrprrrr e et Hrr e e e e S WSS S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00

8270-BG042319.M Mon May 13 18:25:22 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

ﬁ?ggle i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.36 14.21 ng 732016 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2599 (18.359 min): BG040903.D (-2593) (-) m/z 73.00 100.00%
43 60 73
5000
, 129 213
01115 | 143157171185 o9 227, 2% 18.00 1820 18.40 18.60
ol 41 m/z 43.05 89.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 USRS AR AR
mmmmmmmm
213 m/z 60.00 85.75%
0 i 143 BT 169
m/z--> 2blllﬁb"'éollléo 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 18,00 18.20 1840 18.60
5000 129 m/z 41.00 73.34Y%
29 a7 185 228
. 100115 143157171 199213
m/z--> 25 Jo éo 85 160 150 150 1éo 180 200 220 240 2éo
Abundance #72646: Tridecanoic acid R EBAR R
43 078 18.00 18.20 18.40 18.60
m/z 55.05 69.08%
5000 - e
T7 115 ‘ 71 214
O - O - ST . SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18. 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

ﬁ?ggle i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.62 7.17 ng 369648 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 52

Abundance Scan 2814 (19.622 min): BG040903.D (-2806) (-) m/z 43.05 100.00%

3

5000

-

284 19.40 19.60 19.80 20.00

m/z 72.95 94 .10%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73

-

5000
19.40 19.60 19.80 20.00
284 m/z 60.00 80.99%
ZT I 143,171
Ok
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 | 13
ol e e e
19.40 19.60 19.80 20.00
5000 m/z 41.05 77.33%
27 129 242
87 99

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R e
73 19.40 19.60 19.80 20.00
m/z 55.05 74 .49Y%
43 5
5000 129
7 185 228
DAL e s | e
o SN N R0 AP 1S S Y A W S — e e e S
T f T T T T T T T T T

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

ﬁ?ggle i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.38 7.65 ng 495119 Chrysene-d12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
Abundance Scan 3113 (21.379 min): BG040903.D (-3110) (-) m/z 57.05 100.00%

5000

7
83
97
111

125 21. OO 21. 20 21. 40 21 60

140154168 195209225 252
0 280295 m/z 43.05 89.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane

5000
21.00 21.20 21.40 21.60
m/z 55.00 77.27%

2 125
o 140154168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97

21100 21.20 2140 2160
5000 111 m/z 83.10 64.28%

29 125
o 140154168183 210 238p52066 295
g

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #205392: Trichloroacetic acid, hexadecyl ester
7

21.00 21.20 21.40 21.60

83 m/z 69.00 58.02%
97

5000

125
153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

ﬁ?ggle i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown22.61 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.61 2.29 ng 148252 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid, 2,2-dichloroethyl ... 394 C19H32C1204 1000348-58-1 22
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 20
3 Chrysene, 5-methyl- 242 C19H14 003697-24-3 11
4 Benzo[c]phenanthrene, 3-methyl- 242 C19H14 002381-19-3 11
5 Chrysene, 3-methyl- 242 C19H14 003351-31-3 11
Abundance Scan 3323 (22.613 min): BG040903.D (-3319) (-) m/z 43.00 100.00%
242
5000
31 97| 2220 22.40 22:60 22.80 23.00
0! b m/z 55.10 90.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209248: Fumaric acid, 2,2-dichloroethyl tridecyl ester
55 | 8
5000 111 LRI PR N B
195 22.20 22.40 22.60 22.80 23.00
29 153 215 281 m/z 242_.00 89.06%
ol A LI, M‘.#?% L | T 297 262 | 307 39
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
22.20 22.40 22.60 22.80 23.00
5000 111 m/z 69.05 81.53%
266
o 139 168189210 238
m/z--> 50 100 150 200 250 300 350 400
Abundance #96040: Chrysene, 5—methy|— | L B LA L
242 22.20 22.40 22.60 22.80 23.00
m/z 83.05 68.28%
5000
oL % 8 100}?0139 163 187 Z}SL‘“
m/z--> 50 100 150 200 250 300 350 400 2220 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

ﬁ?ggle i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.28 3.34 ng 216025 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 83
4 Hexacosane 366 C26H54 000630-01-3 76
5 Pentadecane 212 C15H32 000629-62-9 70

Abundance Scan 3437 (23.283 min): BG040903.D (-3430) (-) m/z 57.05 100.00%

g7

5000

:

23.00 23.20 23.40 23.60
m/z 43.10 83.19%

140 163183 211 238256

o 295 337356

m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane

:

5000 85 LA L L L L LN
23.00 23.20 23.40 23.60
29 m/z 71.00 61.96%
LUl M8 e 160 e 205 253 296
T B e e e o e e e A B e e e e LN e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T e T
23.00 23.20 23.40 23.60
5000 85 m/z 85.00 49 _.21%
113
o 141 183 211 239 267 296
—— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #105903: Hexadecane, 7,9-dimethyl-
57 23.00 23.20 23.40 23.60
m/z 55.05 35.73%
5000 85
126 155
0 } .40 ] |183 211 239
L B o e e o e e e o T B e e e e e e B e o o B R IR RS
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051119\
Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

Sample : K2768-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4,8,12-Tetradecatrienal, 5,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

23.48 2.44 ng 162752 Perylene-di12 25.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 81

2 Squalene 410 C30H50 000111-02-4 80

3 Supraene 410 C30H50 007683-64-9 74

4 4,9,13,17-Tetramethyl-4,8,12,16-...
5 2,6,10,14-Hexadecatetraenoic aci...

316 C22H360
332 C22H3602

056882-09-8 72
024035-35-6 64

Abundance Scan 3471 (23.482 min): BG040903.D (-3464) (-) m/z 69.10 100.00%
69
5000
41
95
136 23 20 23.40 23.60 23.80
\ 177 207 231 256 281
ol bl d 3190, 17, 207231256281 325 385 1. ""g1 05 45.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69
41
5000 LN L L L L L L L B
23. 20 23. 40 23 60 23. 80
93 136 m/z 41.00 25.21%
S N C I
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R AEREEEE e
23.20 23.40 23.60 23.80
5000 m/z 68.00 15.74%
41
95 137
0 117 161 191 217 244 273 299 341 367 410
T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69 23.20 23.40 23.60 23.80
m/z 67.10 15.27%
5000
41
95 137
0 pd oy g 317 163 101 217 245 273 299 341 367 410
L B e e e e T T T T R R a s SRR RR RS
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

ﬁ?ggle i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .12 3.84 ng 256333 Perylene-d12 25.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83

Abundance Scan 3580 (24.123 min): BG040903.D (-3574) (-) m/z 57.10 100.00%

B8

5000
7 23.80 24.00 24.20 24.40
239 295 341 425
O m/z 71.10 72.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117637: Nonadecane
57
5000 LA L L LB L LB |

23.80 24.00 24.20 24.40
m/z 43.10 60.31%

1 “\ , 141 183 268

m/z--> CI) 5|0 100 1é0 200 250 300 350 400 4é0 5CI)O 55|O 6CI)O
Abundance
57
UV AR
23.80 24.00 24.20 24.40
5000 m/z 85.10 46.30%

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 23.80 24.00 24.20 24.40

m/z 55.00 30.44%
5000
99
o 141 183 225 338

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23 80 24. 00 24, 20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

ﬁ?ggle i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
26.28 2.41 ng 161159 Perylene-d12 25.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C16H34 000544-76-3 76
3 Tetracosane 338 C24H50 000646-31-1 74
4 Hexacosane 366 C26H54 000630-01-3 72
5 Heptacosane 380 C27H56 000593-49-7 62
Abundance Scan 3947 (26.279 min): BG040903.D (-3937) (-) m/z 57.00 100.00%
g7
5000 85
113 141 26,00 26.20 26,40 26.60
175197 225 266
I I * 0 8l "m/z 43.05 71.95%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 LN SUGIR BRI BRI B
29 26. oo 26 20 26. 40 26. 60
m/z 85.05 51.33%
113
0 i \I‘w |“' “l\ IHwI H‘I I\\ . dllﬁll |16|9| :|I-9|7| 2|2|5 |2|53| |2|82| —
m/z--> 50 100 150 200 250 300 350
Abundance
57
26.00 26.20 26.40 26.60
5000 m/z 71.10 49.07%
85
29
0 113 141 169 197 226
m/z--> §0 160 150 200 2éo 360 3éo
Abundance #175559: Tetracosane R B e
57 26.00 26.20 26.40 26.60
m/z 55.00 25.19%
85
5000
29
oL L |13 141 169 197 205 253 338
m/z--> §0 160 1%0 260 2éo 300 3éo 2600 2620 2640 2660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\

Data File : BG040903.D

Acq On : 12 May 2019 11:00

Operator : HP/JU

3?22'6 i K2768-12 P026-SS015-1218-01
ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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]
Butane, 2-methoxy... 3.22 17.8 ng 314494 1 8.13 352986 20.0
unknown7 .66 7.66 112.9 ng 1992380 1 8.13 352986 20.0
n-Hexadecanoic acid 18.36 14.2 ng 732016 4 17.51 1030430 20.0
Octadecanoic acid 19.62 7.2 ng 369648 4 17.51 1030430 20.0
Cyclohexadecane 21.38 7.7 ng 495119 5 21.79 1293750 20.0
unknown22 .61 22.61 2.3 ng 148252 5 21.79 1293750 20.0
Heneicosane 23.28 3.3 ng 216025 5 21.79 1293750 20.0
4,8,12-Tetradecat... 23.48 2.4 ng 162752 6 25.13 1334650 20.0
Nonadecane 24 .12 3.8 ng 256333 6 25.13 1334650 20.0
Eicosane 26.28 2.4 ng 161159 6 25.13 1334650 20.0
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