LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 3.671 92 99 105 rBV2 465335 863697 1.40% 0.327%
2 3.742 105 111 119 rvv 1218351 2064192 3.34% 0.782%
3 7.049 664 674 688 rVB 1680073 3314564 5.36% 1.256%
4 8.083 828 850 854 rBVY 11584652 46607225 75.36% 17.664%
5 8.247 870 878 888 rVB 664644 1234902 2.00% 0.468%

9.087 1014 1021 1029 rVB 564437 1025305 1.66% 0.389%
9.945 1048 1167 1168 rBV2 2931137 50262329 81.27% 19.050%
1258 1301 1304 rBV2 2453575 20129998 32.55% 7.629%
11.737 1462 1472 1479 rBV 321511 670679 1.08% 0.254%
13.164 1667 1715 1717 rBVY 3127891 23680757 38.29% 8.975%

QO ~NO®
=
o
\l
w
N

11 13.188 1717 1719 1731 rVV 1423330 1944975 3.14% 0.737%
12 14.057 1858 1867 1875 rBV2 269439 627325 1.01% 0.238%
13 14.568 1944 1954 1964 rBV2 413655 837772 1.35% 0.318%
14 15.273 2026 2074 2075 rBV 8465249 61844255 100.00% 23.439%
15 15.960 2186 2191 2200 rBV 555705 829055 1.34% 0.314%

16 16.072 2204 2210 2215 rVV 635471 991407 1.60% 0.376%
17 16.501 2278 2283 2287 rBV 477708 656054 1.06% 0.249%
18 16.548 2287 2291 2296 rVvV 1159111 1685801 2.73% 0.639%
19 16.595 2296 2299 2312 rVB 637248 1060355 1.71% 0.402%
20 16.794 2320 2333 2338 rBV 2750360 6655597 10.76% 2.522%

21 17.317 2417 2422 2430 rBV 492432 770583 1.25% 0.292%
22 18.251 2573 2581 2588 rBV 2214301 4422767 7.15% 1.676%
23 18.339 2588 2596 2612 rVB 1579583 3389928 5.48% 1.285%
24 19.144 2728 2733 2741 rBV3 342687 735044 1.19% 0.279%
25 19.409 2767 2778 2785 rBV2 2449661 4749005 7.68% 1.800%

26 19.514 2793 2796 2800 rVB 635132 721215 1.17% 0.273%
27 19.732 2829 2833 2840 rVB 1345096 1863795 3.01% 0.706%
28 19.832 2844 2850 2858 rVB 1937447 2822618 4._56% 1.070%
29 19.937 2863 2868 2874 rVV 2377917 3136808 5.07% 1.189%
30 20.378 2938 2943 2948 rBV 2054374 2431901 3.93% 0.922%

31 20.895 3026 3031 3036 rBV 1622625 1857070 3.00% 0.704%
32 21.236 3084 3089 3095 rBvV 904467 1231300 1.99% 0.467%
33 21.429 3117 3122 3127 rBV 1219149 1602700 2.59% 0.607%
34 21.576 3142 3147 3158 rVB 501383 921623 1.49% 0.349%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 22.369 3277 3282 3291 rVB2 326356 630017 1.02% 0.239%
36 23.885 3534 3540 3553 rVB2 364968 864183 1.40% 0.328%
37 24.701 3671 3679 3691 rVB 324960 977428 1.58% 0.370%

38 26.940 4048 4060 4074 rVB3 667323 2306243 3.73% 0.874%
39 30.282 4616 4629 4648 rVB5 278448 1428945 2.31% 0.542%

Sum of corrected areas: 263849417
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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: BG045845.D
8|08

1e+07
8000000
6000000

4000000

1073

2000000 7.05
3.74

3.47 8.25 9.09 11.74

0 =M A o~ A
LI L B L B L L L L L B L L L

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG045845.D

1e+07
15,27

8000000

6000000

4000000
13.16

16.79
18.25 19.41 l9.94

20.38

2000000
19 16.55

14.06 14.57 15687 1466 17.32
O L o A L L B o e S e e it a———— e e
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: BG045845.D

1e+07

8000000

6000000

4000000

2000000

23.88 24.70 26.94 30.28

A a i R wa L L s  aa maa L e e A A AR BN

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\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 1 1-Hexanol, 2-ethyl- Concentration Rank 18

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

8.08 20.00 ng 46607200 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 ()-(+)-5-MethvI-1-heptanol 130 C8H180 057803-73-3 59
3 trans-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-70-6 50
4 cis-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-69-3 47
5 Cyclobutanone, 2-ethyl- 98 C6H100 010374-14-8 43

Abundance Scan 850 (8.083 min): BG045845.D (-828) (-) m/z 57.10 100.00%
57
41
5000 70 83
? " abe sl
112 : : : :
..,'I...-|,..:.,.1.2?.,....,....,....,210.7.. m/z 41.00 62.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13667: 1-Hexanol, 2-ethyl-
57
5000 U SR IR LR
41 7.80 8.00 8.20 8.40
29 70 83 o m/z 55.05 52.43%
| | 112
I'Jh'A"JI”!'IA?RI"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
780 8.00 8.0 8.40
5000 a1 70 m/z 43.05 49.64%
29
15 97 1
m/z--> 20 40 60 80 100 120 140 160 180 200 L
Abundance #6812: trans-1-Butyl-2-methylcyclopropane B Rmmas
55 70 7.80 8.00 8.20 8.40
42 m/z 70.00 45 _50%
5000
83 112
‘ | 97
m/z--> 20 40 60 80 100 120 140 160 180 200 780 8.00 8.0 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 Hexanoic acid, 2-ethyl- Concentration Rank 8

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

9.94 49.94 ng 50262300 Naphthalene-d8 10.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
3 Methvl 2.3.4-tri-0-methvl-6-deox... 220 C10H2005 072983-16-5 50
4 Methvl-4-deoxv-2.3-di-0-methvl.b... 218 C9H1406 1000312-09-9 47
5 1,4-Dioxane 88 C4H802 000123-91-1 43

Abundance Scan 1166 (9.939 min): BG045845.D (-1048) (-) m/z 73.00 100.00%
B g
5000
41
>7 101 146 SRS RAR AR AR
i || L ® 120 w5 15 9.60 9.80 10.00 10.20
e by ) 129 A48 199 m/z 88.05 78.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20862: Hexanoic acid, 2-ethyl-
7B 88
5000 S NARSERARRARARARRAREE
41 57 9.60 9.80 10.00 10.20
29 101 116 m/z 41.05 30.56%
19 ol e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73 88
9.60 9.80 10.00 1020
5000 m/z 57.05 24 _.53%
" 101
29 55
"'I""I"'W""I""I""I""I"}Sﬁ"'l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76833: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop... s B
88 9.60 9.80 10.00 10.20
m/z 87.05 23.84%
5000 //f//r/lﬂﬂj///»”/r/ﬂ
75
101
45
T 59 ‘ | 110129 145 176 189 \
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 Dodecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.27 1476.40 ng 61844300 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 95
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Nonanoic acid 158 C9H1802 000112-05-0 58
4 D-Glucose. 6-0-.alpha.-D-aalacto... 342 C12H22011 000585-99-9 47
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 47
Abundance Scan 2073 (15.267 min): BG045845.D (-2026) (-) m/z 73.05 100.00%
6073
41
5000
& 115129 7 L“
97 L DA SN UL UL
143 | 171 500 15.00 15.20 15.40 15.60
183 77213 243 m/z 60.05 78.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61123: Dodecanoic acid
60 7B
129
% i
5000 L B BRI BN B
15'00 15. 20 15.40 15|60
‘ J m/z 41.05 58.70%
— ||||||||I||| | n| |'
m/z--> 80 100 120 140 160 180 200 220 240
Abundance
60 73
“'l“"w'LW'“'w'“
15.00 15.20 15.40 15.60
5000 43 m/z 55.05 55.15%
29 85 129 143
115 186
15 o1 1574169
m/z--> 25 45 éo éo 160 150 150 160 180 200 250 250 L__
Abundance #30178: Nonanoic acid I AREEEEEE REE e
60 15.00 15.20 15.40 15.60
73 m/z 43.05 49.24%
5000
41
29 98 115129 ////q
s L e | Jwe A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 1520 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 Tridecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

15.96 21.52 ng 829055 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2191 (15.960 min): BG045845.D (-2186) (-) m/z 73.05 100.00%

7|
41
5000
129
171
9

7 L L o o o o e e e
214 15.60 15.80 16.00 16.20
Il||| |1$? || | | —— 347
m/z--> 50 100 150 200 250 300 350

L A e e e o o ——] m/z 60.05 77.66%
Abundance #72643: Tridecanoic acid

N
w
~

5000 129 LI L L L L B
15.60 15.80 16.00 16.20
o7 n m/z 41.05 56.88%
214
2 o 452 | 1197
L L e S S B R
m/z--> 50 100 150 200 250 300 350
Abundance
73
T T T

15.60 15.80 16.00 16.20

5000 43 129 m/z 55.05 56.47%
157
101
183200
—— T T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid L R R
7 15.60 15.80 16.00 16.20
43 m/z 43.05 50.37%
5000 129
185
97 228
2 T N e
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 Ditetradecyl ether Concentration Rank 10

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

16.55 43.75 ng 1685800 Phenanthrene-d10 17.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ditetradecvl ether 410 C28H580 005412-98-6 53
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 50
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 47
4 Decan-2-vl isobutvl carbonate 258 C15H3003 1000372-79-5 47

5 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 47

Abundance Scan 2291 (16.548 min): BG045845.D (-2287) (-) m/z 57.05 100.00%

57
5000

140 16.20 16.40 16.60 16.80
ol 1.141...?9,6.??5. e || M/Z 41.05  19.77%

m/z--> 0 200 300 400 500 600 700 800
Abundance #215905: Ditetradecyl ether
57
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rf

5000
16.20 16.40 16.60 16.80
“ m/z 83.05 18.76%
“}5?
20

15 269 368
-t e L L e B B mma
m/z--> 0 0 300 400 500 600 700 800
Abundance
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

16.20 16.40 16.60 16.80

—

5000 111 m/z 69.05 18.53%
153196 266311 412
[T T T A T T T T T
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo- AR BT
57 16. 20 16. 40 16 60 16. 80

m/z 55.05 15.92%

5000
11
| ‘LM155197 253295337  415457499543586 670 755 835

|
L o e e e L i e T
m/z--> 0 100 200 300 400 500 600 700 800 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 Oxalic acid, isobutyl tetra... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.59 27.52ng 1060360  Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxalic acid. isobutyl tetradecvl... 342 C20H3804

2 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 58
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 58
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 50
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 50
Abundance Scan 2298 (16.589 min): BG045845.D (-2296) (-) m/z 57.05 100.00%
57
5000
83

16.20 16.40 16.60 16.80 17.00
— m/z 83.05 17.90%

I\
T T T T LI B N N B B B B A B B B B B B B

| T [N
m/z--> 50 100 150 200 250 300 350

[l | 4111 240 177 213 255 281
S

1000309-37-9 64

Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57
16.20 16.40 16.60 16.80 17.00
29 85 m/z 69.05 17.49%
Ll Lm sasies 106 20
— e
m/z--> 50 100 150 200 250 300 350
Abundance
57
AR RS D e
16.20 16.40 16.60 16.80 17.00
5000 m/z 41.05 16.22%
83
29 111 140 47, 213 555
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester S L e
16.20 16.40 16.60 16.80 17.00
83 m/z 55.05 13.33%
5000 11
29 ‘ 169
196
T 0 O G -3 | 3%
LI B B N B B N B N I B N B RN B B BN B N B B BN B NN N B NN B RN N B B B R B B R _r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_f
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.79 172.74 ng 6655600 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2332 (16.789 min): BG045845.D (-2320) (-) m/z 73.05 100.00%
7B
41 gg
5000
129 185
7 LB L e B
01115 | 143,171 | 199... 228 16.40 16.60 16.80 17.00 17.20
B 213 266, "m/z 60.05 72.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
7B
43

16.40 16.60 16.80 17.00 17.20
29 m/z 41.05 56.90%

15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
43 57 16.40 16.60 16.80 17.00 17.20
5000 m/z 43.05 55.23%

129
29 g7 115 171 214
15 1 152 | 18544
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
78 16.40 16.60 16.80 17.00 17.20
m/z 55.05 54 .56%

5000 4 120
7 115 157
U0 s | a7 g2
i " |

_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.40 16.60 16.80 17.00 17.20

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.25 114.79 ng 4422770 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 55
Abundance Scan 2581 (18.251 min): BG045845.D (-2573) (-) m/z 73.05 100.00%
7B
43
5000
o7 0 3 RN BN BN IR B
115 | 45197171185, o9 227,,, 56 18.00 18.20 18.40 18.60
ol 41 L m/z 60.05 72.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
83 18.00 18.20 18.40 18.60
. 213 m/z 43.05 66.92%
143 171185199

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

:

Abundance
a3 3
R B
57 18.00 18.20 18.40 18.60
5000 m/z 55.05 64 .28%
29
129
87 115 171 214
101 143157 | 185,99
anmwﬁmwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid A amu T
43 5 3 18.00 18.20 18.40 18.60
m/z 41.05 59.78%
5000

2

|
P R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 unknownl8.34 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.34 87.98 ng 3389930 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanovl chloride 218 C12H23CI0 000112-16-3 47
2 Undecanedioic acid 216 C11H2004 001852-04-6 47
3 2-Oxecanone. 10-methvl-. (.+/-.)- 170 C10H1802 065371-24-6 43
4 2-Dodecvicvclobutanone 238 C16H300 035493-46-0 43
5 Decanoyl chloride 190 C10H19CIlO 000112-13-0 27
Abundance Scan 2596 (18.339 min): BG045845.D (-2588) (-) m/z 98.05 100.00%
98
84
55
183
5000 a1
69
18.00 18.20 18.40 18.60
0 154167 y 200 229 246 m/z 84.05 71.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75660: Dodecanoy! chloride

5000
18.00 18.20 18.40 18.60

m/z 55.05 54 .15%

8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
98

18. OO 18. 20 18 40 18.60

5000 55 84 m/z 183.15 48.78%
41
69 112 g
27 152

14 126 165 180 199

S S R TR PR O S .=
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38014: 2-Oxecanone, 10-methyl-, (.+/-.)- e R

18.00 18.20 18.40 18.60
m/z 43.05  39.47%

I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18. OO 18. 20 18 40 18. 60

5000

111126 182

8270-BG061520.-M Thu Jun 25 15:20:43 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 unknownl19.14 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.14 19.08 ng 735044 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-dihvdroxvcvclohexanone 130 C6H1003 1000365-66-9 38
2 1-Tridecene 182 C13H26 002437-56-1 38
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 30
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 25
5 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 25
Abundance Scan 2732 (19.138 min): BG045845.D (-2728) (-) m/z 57.05 100.00%
57

5000

18.80 19.00 19.20 19.40
m/z 70.05  79.37%

139157

241 264283 371

m/z--> 50 100 150 200 250 300 350
Abundance #13248: 2,3-dihydroxycyclohexanone
56
86
112
5000 28 L IRLELIL LI LI LN B L L |
18.80 19.00 19.20 19.40
m/z 43.05 71.19%
Lot
m/z--> 50 100 150 200 250 300 350
Abundance
43
69 R N R
18.80 19.00 19.20 19.40
5000 97 m/z 71.05 70.00%
15 125 154 182
e L A e o o e e e B e O I e s e s e s o e e
m/z--> 50 100 150 200 250 300 350
Abundance #83040: Pentadecane, 7-methyl- e ARRRREEE S
5[7 18.80 19.00 19.20 19.40
m/z 55.05 60.70%
5000
85
2 ‘ 12 440
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

8270-BG061520.M Thu Jun 25 15:20:44 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 trans-13-Octadecenoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.41 123.26 ng 4749010 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 93
3 Oleic Acid 282 C18H3402 000112-80-1 91
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 91
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 83

Abundance Scan 2778 (19.409 min): BG045845.D (-2767) (-) m/z 55.05 100.00%

56
83
5000

19.00 19.20 19.40 19.60 19.80
o’ m/z 69.05 87.19%

m/z--> 150 250 300 350 400
Abundance #129357 trans 13 Octadecenoic acid

5000 R EAEEEEEEEE e
19. OO 19. 20 19. 40 19 60 19. 80

m/z 41.05 72 .09%

137 165 193 222 264

m/z--> 150 250 300 350 400
Abundance
55
s R
19.00 19.20 19.40 19.60 19.80
5000 83 m/z 83.05 66.10%
111
29
137 165 193 222 264
T e e e e e
m/z--> 100 150 200 250 300 350 400
Abundance #129335: Oleic Acid e
19.00 19.20 19.40 19.60 19.80
m/z 97.05 51.75%
5000
123 151 179 220 264
... .,....,....,....,....,....,....,...., T e e
m/z--> 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 Oxalic acid, isobutyl penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.73 40.45 ng 1863800 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 90
Abundance Scan 2833 (19.732 min): BG045845.D (-2829) (-) m/z 57.05 100.00%
57
85
5000
t AU U
3 } 139 19.40 19.60 19.80 20.00
o Ay L7168 192210230 250 280 325 355 |yt 7q 05 79.24%
m/z--> 50 100 150 200 250 300 350
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57
5000 ISRARSA SRR AN IR
19.40 19.60 19.80 20.00
29 m/z 43.05 69.66%
“ H |,1}1129148 182210 255
m/z--> 50 100 150 200 250 300 350
Abundance
57
19.40 19.60 19.80 20.00
5000 83 m/z 55.05 64.17%
111
29
139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester B e
57 19.40 19.60 19.80 20.00
m/z 85.05 57 .66%
5000
T 83 111
DL LTI as ee g 29
m/z--> 50 100 150 200 250 300 350 1940 19.60 19.80 20.00

8270-BG061520.-M Thu Jun 25 15:20:46 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 Benzoic acid, octadecyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.83 61.25 ng 2822620 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 74
2 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 68
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 68
4 Benzoic acid. pentadecvl ester 332 C22H3602 1000340-22-8 64
5 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 64
Abundance Scan 2850 (19.832 min): BG045845.D (-2844) (-) m/z 123.05 100.00%
105123
5000 7
43 SO | SN
168 284 19.60 19.80 20.00 20.20
o U L1y b 340708 100218 241 265°T a1 373 27965 05 96.02%
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
123
105
5000
19.60 19.80 20.00 20.20
m/z 77.05 46.61%
.ll..h IL,I T O " S
m/z--> 100 150 200 250 300 350
Abundance
123
105 19.60 19.80 20.00 20.20
5000 m/z 43.05 23.76%
55 77
29 149168 196 318
m/z--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecyl ester R AR R
123 19.60 19.80 20.00 20.20
m/z 41.05 22 .05%
5000 105
55 77
2L A Al 1l ) 154178106 224 252 374
m/z--> 50 100 150 200 250 300 350 19,60 19.80 20.00 20.20

8270-BG061520.-M Thu Jun 25 15:20:47 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 Benzoic acid, tridecyl ester Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.38 52.77 ng 2431900 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 87
2 Benzoic acid. heptvl ester 220 C14H2002 007155-12-6 74
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 72
4 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 72
5 2,6-Pyridinedicarboxylic acid 167 C7H5NO4 000499-83-2 72
Abundance Scan 2943 (20.378 min): BG045845.D (-2938) (-) m/z 123.05 100.00%
123
5000 77
4 20100 5030 20,30 o050
182 - : - :
o AW I 221255 s043ss 817 sz 105.05  90.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #148235: Benzoic acid, tridecyl ester
123
5000
20.00 20.20 20.40 20.60
s m/z 77.05 43.05%
L 1[1 [, | 154182 304
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
123
20.00 20.20 20.40 20.60
5000 " m/z 41.05 19.12%
51
26 163 220
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #199594: Benzoic acid, octadecyl ester A EEREEEEEES
123 20.00 20.20 20.40 20.60
m/z 55.05 18.86%
5000
55 83
29 | 4L 11, 4 154182 224252 374
m/z--> 50 100 150 200 250 300 350 400 450 500 2000 20.20 2040 20.60

8270-BG061520.-M Thu Jun 25 15:20:48 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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

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 Benzoic acid, tetradecyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.89 40.30 ng 1857070 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 96
2 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 87
4 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 86
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 80
Abundance Scan 3030 (20.889 min): BG045845.D (-3026) (-) m/z 123.05 100.00%
123
5000 77 {_
55 I e e AR S e e
20.60 20.80 21.00 21.20
196
ol .”,IJ'. bl 98, L 295168 196201 254 285 327 358 420 | 157105 05 81,300
m/z--> 50 100 150 200 250 300 350 400
Abundance #159931: Benzoic acid, tetradecyl ester
123
5000
20.60 20.80 21.00 21.20
55 77 m/z 77.05 38.04%
290 jjlyo | 168 196 318
m/z--> 50 100 150 200 250 300 350 400
Abundance
123
20.60 20.80 21.00 21.20
5000 m/z 55.05 19.52%
77
43
98 154 182 304
m/z--> 50 100 150 200 250 300 350 400
Abundance #199594: Benzoic acid, octadecyl ester R A BAREEEEE L
123 20.60 20.80 21.00 21.20
m/z 43.05 18.43%
5000
55 77
20 | )11 98 | 158178 224 252 374
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

8270-BG061520.-M Thu Jun 25 15:20:50 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 Bacchotricuneatin c Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.24 26.72 ng 1231300 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 90
2 Tridecanal 198 C13H260 010486-19-8 64
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 52
4 Oxalic acid. isobutyl octadecvl ... 398 C24H4604 1000309-38-3 52
5 1-Tetradecene 196 C14H28 001120-36-1 52
Abundance Scan 3090 (21.241 min): BG045845.D (-3084) (-) m/z 57.05 100.00%
57
R SUNIIE SRR BN SUR
21.00 21.20 21.40 21.60
_— 281 325356 401 m/z 71.05 59.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #178298: Bacchotricuneatin ¢
ml 112
5000 LRI SURRULE BB UL B
mmmmmmmm
m/z 43.05 56.74%
15 191 245 312342
m/z--> éo 100 150 200 250 300 350 400 450 560 séo 660
Abundance
57
"' 21/00 21.20 21.40 21.60
5000 9 m/z 55.05 50.44%
oF 154
198
m/z--> éo 160 1%0 200 250 300 350 460 4%0 560 séo 660
Abundance #241397: Dotriacontyl pentafluoropropionate R e B e e
57 21.00 21.20 21.40 21.60
. m/z 70.05 49 _78%
5000
39
27 ‘ PL‘ 181 222 264 320 362 404 448 493 594
m/z--> éo 160 1éo 260 250 300 350 460 450 560 séo 660 2100 2120 2140 2160

8270-BG061520.M Thu Jun 25 15:20:51 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 17 Benzoic acid, pentadecyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.43 34.78 ng 1602700 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. pentadecvl ester 332 C22H3602 1000340-22-8 98
2 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
3 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 87
4 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 87
5 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 87
Abundance Scan 3122 (21.429 min): BG045845.D (-3117) (-) m/z 123.05 100.00%
123
5000
77
% " 21.20 21.40 21.60 21.80
210 : : : :
- .“;h. kS8 ) 154182 210 247 283 332355 401429 | s 105.05  73.64%
m/z--> 0 100 150 200 250 300 350 400
Abundance #171090: Benzoic acid, pentadecy! ester
123
5000 __AHﬁﬁl""l""l""l"
21.20 21.40 21.60 21.80
a3 17 m/z 77.05 33.28%
FERTIE: NESE U - I
m/z--> 50 100 150 200 250 300 350 400
Abundance
123
" 21.20 2140 21.60 21.80
5000 m/z 55.05 18.47%
77
43
98 154 182 304
m/z--> 50 100 150 200 250 300 350 400
Abundance #206814: Benzoic acid, nonadecy! ester N B R RRame ne
123 21.20 21.40 21.60 21.80
m/z 43.05 17.63%
5000
43 83
I 0 ulh 1l 153178 210 238 266 388
m/z--> 50 100 150 200 250 300 350 400 2120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 18 Oxiraneoctanoic acid, 3-oct... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
23.88 17.68 ng 864183 Perylene-di12 24._.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 58
2 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203 074819-90-2 52
3 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803 1000357-85-7 35
4 Octane. 2.3.7-trimethvl- 156 Cl11H24 062016-34-6 27
5 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 22
Abundance Scan 3539 (23.879 min): BG045845.D (-3534) (-) m/z 197.10 100.00%
57 197
5000 97
R R e
143 265 23.60 23.80 24.00 24.20
327
L 207 537 355 401 m/z 57.05 82.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
5000 LSRN SR SUNIU I
23.60 23.80 24.00 24.20
m/z 55.05 81.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 197
| 23.60 23.80 24.00 24.20
5000 o7 m/z 71.05 76.38%
327
29 12 - 298
76 157 222 394
m/z--> §0 160 1éo 260 zéo 360 3%0 460
Abundance #97350: Carbonic acid, neopentyl 2-ethylhexyl ester T T
71 23.60 23.80 24.00 24.20
m/z 70.05 48 .68%
5000 43
112
"A‘W' I']'l'l"''|"?'8'8|"" Y DN DA DA LSRN SR SUNIU I
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 19 2-Hexyldecyl isobutyrate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.94 47.19 ng 2306240 Perylene-di12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexvldecvl isobutvrate 312 C20H4002 1000368-55-3 60
2 2-Hexvldecvl butvrate 312 C20H4002 1072782-00-3 58
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 53
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 52
5 Cetene 224 C16H32 000629-73-2 50
Abundance Scan 4060 (26.940 min): BG045845.D (-4048) (-) m/z 57.05 100.00%
5000 Nﬂ,‘_b,/«\\MJ//\\Aﬂ,\~VW__,n~
VNN SR U
26.60 26.80 27.00 27.20
ol 281 325 367 396418 m/z 71.05 71.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154916: 2-Hexyldecyl isobutyrate
B 71
5000 UV SR U
26.60 26.80 27.00 27.20
139 m/z 43.05 68 .44%
| 168 196 *2* 251571 204
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 7
26.60 26.80 27.00 27.20 |
5000 m/z 83.05 56 .56%
111
139
167 196 224 269 294
m/z--> 50 100 150 200 250 300 350 400
Abundance #119526: 1-Dodecanol, 2-hexyl- e BEREEEE Ly
57 26.60 26.80 27.00 27.20
m/z 69.05 52.13%
5000 85
111
29
\‘\ L 4 | 1 L ﬂ13|9 ‘167 196 224 252
m/z--> 50 100 150 200 250 300 350 400 26.60 26.80 27.00 27.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062420\
Data File : BG045845.D

Aca On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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 20 1-Decanol, 2-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
30.28 29.24 ng 1428950 Perylene-di12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
2 2-Hexvl-1-octanol 214 C14H300 019780-79-1 72
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 68
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 68
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 62
Abundance Scan 4629 (30.282 min): BG045845.D (-4616) (-) m/z 57.05 100.00%
g7
130,00 30.20 30.40 30.60
m/z 71.05 79.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #95991: 1-Decanol, 2-hexyl-
57
5000 LR U AN BN U
29 30.00 30.20 30.40 30.60
m/z 43.05 68.92%
196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
130,00 30.20 30.40 30.60
5000 m/z 85.05 52.43%
29 85
111
139 168 196
m/z--> 50 100 150 200 250 300 350 400
Abundance #119526: 1-Dodecanol, 2-hexyl- T e e
57 30.00 30.20 30.40 30.60
m/z 83.05 52.13%
5000 85
111
29
Ldl l L139 167 196 224 252
m/z--> 50 100 150 200 ﬁo 300 350 400 30.00 30.20 30.40 30.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062420\
Data File : BG045845.D

Acq On 24 Jun 2020 13:49

Operator : CG/JU

Sample : L3076-02

Misc :

ALS Vial : 6 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]
1-Hexanol, 2-ethyl- 8.08 20.0 ng 46607200 7.92 46607200 20.0
Hexanoic acid, 2-... 9.94 49.9 ng 50262300 10.73 20130000 20.0
Dodecanoic acid 15.27 1476.4 ng 61844300 14.57 837772 20.0
Tridecanoic acid 15.96 21.5 ng 829055 17.32 770583 20.0
Ditetradecyl ether 16.55 43.8 ng 1685800 17.32 770583 20.0
Oxalic acid, isob... 16.59 27.5 ng 1060360 17.32 770583 20.0

17.32 770583 20.0
17.32 770583 20.0

Tetradecanoic acid 16.79 172.7 ng 6655600
n-Hexadecanoic acid 18.25 114.8 ng 4422770

unknownl18.34 18.34 88.0 ng 3389930 17.32 770583 20.0
unknownl19.14 19.14 19.1 ng 735044 770583 20.0
trans-13-Octadece... 19.41 123.3 ng 4749010 17.32 770583 20.0
Oxalic acid, isob... 19.73 40.5 ng 1863800 21.58 921623 20.0
Benzoic acid, oct... 19.83 61.3 ng 2822620 21.58 921623 20.0
Benzoic acid, tri... 20.38 52.8 ng 2431900 21.58 921623 20.0
Benzoic acid, tet... 20.89 40.3 ng 1857070 21.58 921623 20.0
Bacchotricuneatin c 21.24 26.7 ng 1231300 21.58 921623 20.0
Benzoic acid, pen... 21.43 34.8 ng 1602700 21.58 921623 20.0
Oxiraneoctanoic a... 23.88 17.7 ng 864183 24_70 977428 20.0

2-Hexyldecyl isob... 26.94 47.2 ng 2306240
1-Decanol, 2-hexyl- 30.28 29.2 ng 1428950

24.70 977428 20.0
24.70 977428 20.0
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