LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092520\
Data File : BG@46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO46709.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.212 13 21 29 rBV3 113961 319878 7.38% 0.979%
2 3.288 29 34 39 rw2 52226 92538 2.13% 0.283%
3 5.221 358 363 368 rBV 44418 68010 1.57% 0.208%
4 5.685 435 442 451 rVB 1192723 1942379 44.81% 5.943%
5 7.272 702 712 723 rBV 1231300 2158314 49.79% 6.603%

.707 780 786 793 rBV 58582 95024  2.19%
.124 849 857 863 rBV 318284 527825 12.18%
.281 1046 1054 1065 rBV 800163 1445981 33.36%
10.932 1326 1335 1342 rBV 413041 739651 17.06%
10 13.371 1741 1750 1757 rVB 2068924 3138278 72.39%

[N
ON DR
IS
N
PN
R

11 14.187 1883 1889 1895 rBV 260263 377274  8.70%
12 14.745 1977 1984 1991 rBV 627633 997309 23.01%
13 15.474 2102 2108 2115 rBV 1160084 1582595 36.51%
14 16.226 2229 2236 2247 rBV 1611522 2399575 55.35%

WN D WR
0
N
N
R

15 17.483 2445 2450 2455 rBV 754273 1165329 26.88% 565%
16 17.530 2455 2458 2463 rVB 284039 378791 8.74%  1.159%
17 17.619 2470 2473 2477 rBV 27021 44647 1.03% 0.137%
18 18.376 2597 2602 2613 rBV3 442584 681319 15.72%  2.084%
19 18.888 2687 2689 2694 rVB 76240 94389 2.18% 0.289%
20 19.534 2794 2799 2804 rVB 840076 1169680 26.98%  3.579%
21 19.640 2814 2817 2826 rVB2 143718 200738 4.63% 0.614%
22 19.892 2851 2860 2866 rVB 637593 1061509 24.49%  3.248%

23 20.092 2889 2894 2899 rBV 3347914 4335031 100.00% 13.263%

24 20.380 2941 2943 2947 rVB 77803 85614 1.97% 0.262%
25 20.480 2958 2960 2964 rVB 77792 92779  2.14% 0.284%

26 21.414 3115 3119 3126 rVB3 454785 729662 16.83%
27 21.767 3171 3179 3184 rBV3 820954 1887283 43.54%
28 21.814 3184 3187 3197 rVB 385420 620817 14.32%
29 21.978 3210 3215 3221 rBV5 65024 147040 3.39%
30 23.688 3501 3506 3513 rVB4 109889 221564 5.11%

OO0, VN
00
O
]
R

31 24.005 3553 3560 3568 rBV2 316904 1014971 23.41%
32 24.217 3592 3596 3607 rVB5 136087 317280  7.32%
33 24.745 3679 3686 3696 rVB2 200707 570667 13.16%
34 24.892 3704 3711 3721 rVB 221119 580815 13.40%
35 25.051 3730 3738 3746 rBV2 414332 1061368 24.48%

WRROW
N
N
o)
R

36 26.455 3969 3977 3988 rVB7 109365 340090 7.85% 1.040%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092520\
Data File : BG@46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 32686014
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG046709.D\data.ms
3500000

3000000
2500000
2000000

1500000
5.685 7.272

1000000 9.081

500000 8124 10.932
288 5.221 7.707

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG046709.D\data.ms

3500000 20.092

3000000

2500000

13.371
2000000

16.226

1500000
15.474

1000000
14.745

500000
14.187

R e e B L

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: BG046709.D\data.ms
3500000

3000000
2500000
2000000
1500000

1000000
25.051

24.005
500000 23.688 R4.217 24 26.455

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Cyclohexane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.212 12.12 ng 319878 1,4-Dichlorobenzene-d4 8.124

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 59
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 43
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 42
5 1-Hexene 84 C6H12 000592-41-6 39
Abundance  Scan 21 (3.212 min): BG046709.D\data.ms (-13) (-) m/z 56.05 100.00%

56.0
5000

320 340 3.60
Al 1364 1928 8860 ./, 84.05 58.35%

m/z--> 50 100 150 200 250 300 350
Abundance #1455: Cyclohexane
56.0

5000 TR
320 3.40 3.60

m/z 41.05 57.89%

l-\ \q\ H‘““\h\ \H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #1488: 1-Pentene, 2-methyl-
56.0

3. 20 3. 40 3.60

o

o

5000 m/z 55.10  35.66%
ol |
miz-> 100 150 200 250 300 350
Abundance #1472: Cyclobutane, ethyl- e
56.0 320 340 3.60

m/z 69.10  29.62%

s . K

m/z--> 50 100 150 200 250 300 350 320 340 3.60

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.288 3.51 ng 92538 1,4-Dichlorobenzene-d4 8.124

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 10
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance  Scan 34 (3.288 min): BG046709.D\data.ms (-29) (-) m/z 73.05 100.00%

73.0
5000
A —
3910 ‘ 320 3.40 3.60
ol AL i 1212 1681 2041 2840 .., 43,05  39.61%
miz-> 50 100 150 200 250 300
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L B B
3.20 340 3.60
m/z 55.05 27.89%
29.0‘ ‘ ‘
O T h‘\ ‘\H[ H\ \‘ T ‘ T L ‘ L ‘ T T T T ‘ L ‘ T T
miz-> 50 100 150 200 250 300
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
e peptatey
3.20 340 3.60
5000 m/z 87.05 25.11%
29
0" cl
miz--> 50 100 150 200 250 300
Abundance #7506: 2-Methyl-5-hexen-3-ol e
73.0 3.20 340 3.60
m/z 71.10 10.69%
5000
39,0
0 ‘ T W/\HHA‘M‘NM‘MA‘
m/z--> 50 100 150 200 250 300 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.221 2.58 ng 68010 1,4-Dichlorobenzene-d4 8.124

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 47
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 37
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
Abundance Scan 363 (5.221 min): BG046709.D\data.ms (-358) (-) m/z 43.05 100.00%
3.0
5000
RERARRREEE RN S
‘ 10?"0 1890 370.3 4.80 5.00 5.20 5.40 5.60
O s e e /2 59.18 53.84%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 [ L L B R
4.80 5.00 5.20 5.40 5.60
m/z 101.00 16.31%
101.0
O\\‘M\H\“h\T‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—> 0 50 100 150 200 250 300 350 400
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0
R RRR N R R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 15.29%
oty Lo
miz—> 0 50 100 150 200 250 300 350 400
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 7.64%
5000
101.0
0 | h‘\‘ if
e R o

m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.707 3.60 ng 95024  1,4-Dichlorobenzene-d4 8.124
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 Trimethylene glycol monomethyl e... 90 C4H1002 001589-49-7 42
Abundance Scan 786 (7.707 min): BG046709.D\data.ms (-780) (-) m/z 45.10 100.00%
48.1
5000
721 A\\‘\\\\’\\\\‘\\\\‘\\\\‘

‘ h 104.1 7.40 7.60 7.80 8.00
om‘mw!mwm‘wmwlm_m_m m/z 59.80  35.87%

m/z--> 20 40 80 100 120 140

Abundance #15100: Ethanol 2-(2-ethoxyethoxy)-

45.0
5000 /\AH‘HH’HH‘\\/\HA‘\H\‘

7.40 7.60 7.80 8.00

29/0 720 m/z 72.10 25.07%
0 \\\‘\}‘\\“‘1‘\ \‘ 8801040
miz-> 20 40 60 8 100 120 140
Abundance #44466: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
R RmARREEE
7.40 7.60 7.80 8.00
5000 m/z 43.00 15.31%
72.0
29.0 ‘ 89.0
ol Al L weorsso
miz-> 20 40 60 80 100 120 140
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)- “‘H“,‘fh““W““
45.0 7.40 7.60 7.80 8.00

m/z 73.05 14.02%

5000
27. 73.0
0 ™~

m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Diethyltoluamide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.474 31.74 ng 1582600  Acenaphthene-d10 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 96
2 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 93
3 3-(4-Methylbenzoyl)acrylic acid 190 C11H1e03 020972-36-5 72
4 Benzamide, N-(1,1-dimethylethyl)... 191 C12H17NO 042498-32-8 53
5 1-Propanone, 2-methyl-1-(2-methy... 162 C11H140 002040-21-3 52
Abundance Scan 2108 (15.474 min): BG046709.D\data.ms (-2102) (-  m/z 118.95 100.00%
119.0
5000 190.0
65.0 1T
‘ _ 15.50
0 b bbb 2808 8L sz 190.00  46.90%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #53783: Diethyltoluamide
119.0
5000 190.0 ‘15.‘50‘
65.0 m/z 91.00 45.87%
O:‘L\S\.Q\P‘\h“‘\“m‘\“\ \\‘\l\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #53813: Benzamide, N,N-diethyl-4-methyl-
119.0
4
15.50
5000 m/z 65.05 17.86%
190.0
65.0 ‘
L R
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #52839: 3-(4-Methylbenzoyl)acrylic acid g
119.0 15.50
m/z 191.00 17.19%
5000
65.0 190.0
m/z--> 0 50 100 150 200 250 300 350 400 450 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.377 11.69 ng 681319  Phenanthrene-die 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Undecanoic acid 186 C11H2202 000112-37-8 90

Abundance Scan 2602 (18.376 min): BG046709.D\data.ms (-2597) (- m/z 73.00 100.00%

73.0
5000 129.0
213.1
T e
UL s o 4310
ol MMM L L ) 269.9318.0368.6  436. ;0 431 95.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60.¢
5000 129.0 - T
18.00 18.50
213.0 m/z 59.95 88.79%
O' }‘WKI”
m/z--> 50 100 150 200 250 300 350 400
Abundance #84452: Tetradecanoic acid
73.0
= s
18.00 18.50
5000 129.0 m/z 41.85  82.20%
185.0
A
ol AL L
m/z--> 50 100 150 200 250 300 350 400
Abundance #72647: Tridecanoic acid “ T
73.0 18.00 18.50
m/z 57.10 78.86%
5000 129.0
ﬂ. ‘ 214.0
LI | R
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.640 2.13 ng 200738 Chrysene-d12 21.767
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Decanoic acid 172 C1eH2002 000334-48-5 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2817 (19.640 min): BG046709.D\data.ms (-2814) (- m/z 43.10 100.00%
3.1

5000 MNWW}\/WMM
L — T
19.50 20.00
0 m/z 73.00 91.40%
m/z--> 50 100 150 200 250 300
Abundance #131259: Octadecanoic acid
43.0
5000 — —
129.0 19.50 20.00
83.0 ’ 284.0 m/z 60.00 84.89%
‘ 185.0 2410
0 \“\ ‘\”‘h“‘ \‘“h\‘} \‘ T by \‘ \“\ “ Ty \‘ T \‘\ T
m/z--> 50 100 150 200 250 300
Abundance #39474: n-Decanoic acid
73.0
ey I
129.0 19.50 20.00
5000 m/Z 55.10 84.82%
[ — w‘!‘wh“w d ] [ /\/\/W/W’W‘J\.MMW
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid —— —
73.0 19.50 20.00
m/z 57.10 80.16%
5000
129.0
29. 185.0 228.0
O . ““ {M‘\‘H} “ ‘ L \u“ “\‘ \‘ — ‘\‘ L B s S . ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.414 7.73 ng 729662 Chrysene-d12 21.767
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 3119 (21.414 min): BG046709.D\data.ms (-3115) (- m/z 43.10 100.00%

43.1
7.1
5000
2260 21'50
152.9 :
o_m_‘«‘”“M“JmmuH*“"??9;‘1‘“3‘5‘4'?“”“4‘54"1“” m/z 55.10  97.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151538: 1-Docosene
55.0
5000 LN
110 21.50
' m/z 57.10 97.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
57.0
——
21.50
5000 m/z 69.10 69.13%
111.0
0 J‘\ JLL || 167.0224.02800
R \“““w R L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)- —
53.0 21.50
m/z 83.05 65.48%
5000
111.0
0 J‘ L] ’ Li ‘ | 167.0223.0 280.0
et e A A e e T e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 11-Dodecen-1-ol trifluoroac... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.688 4.18 ng 221564 Perylene-di2 25.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Dodecen-1-0l1 trifluoroacetate 280 C14H23F302 128792-46-1 91
2 Ethanol, 2-(9-octadecenyloxy)-, ... 312 C20H4002 005353-25-3 89
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
4 Octadecanal 268 C18H360 000638-66-4 64
5 9-Octadecen-1-0l1, (Z)- 268 C18H360 000143-28-2 64

Abundance Scan 3506 (23.688 min): BG046709.D\data.ms (-3501) (-  m/z 43.10 100.00%

5000 7.0 W
‘ 23.50 24.00
301.8 : :
363.2 429.9 .
ok Ak 210wz 57.10  91.41%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #127203: 11-Dodecen-1-ol trifluoroacetate
55.0
5000 — —
23.50 24.00
1ho.0 m/z 55.18  74.35%
166.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #154961: Ethanol, 2-(9-octadecenyloxy)-, (Z)-
55.0
—— ——
23.50 24.00
5000 ITI/Z 82.10 62.81%
109.0
250.0
oLl gm0 0220
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117617: Oxirane, hexadecyl- — T
82.0 23.50 24.00
m/z 69.00 53.16%
5000
& 138.0
L PR 1se02s00
o A —r —
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 1-Pentadecanethiol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24.217 5.98 ng 317280 Perylene-di2 25.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 94
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 94
3 1-Nonadecene 266 C19H38 018435-45-5 94
4 n-Heptadecanol-1 256 C17H360 001454-85-9 91
5 Cyclotetradecane 196 C14H28 000295-17-0 91

Abundance Scan 3596 (24.217 min): BG046709.D\data.ms (-3592) (-  m/z 55.10 100.00%

5000 11.1

%

181.1
40 327.1379 0428.9 24.00 24.50

H 24
oLl M‘\\‘ il \‘ nt ‘\H\‘m} ‘nl M‘L‘IH‘ HH‘\‘\‘\‘\‘\H\H i ‘m‘\ Ll NGRS . e m/z 43.10 94.83%
mlz--> 50 100 150 200 250 300 350 400 450

Abundance #97496: 1-Pentadecanethiol

[9)]
13:1
o

5000
11.0 244.0 24.00 24.50

m/z 57.10 94.66%
H ‘ ‘\ 1820‘ i
O \“‘\ T \1} ‘ T ‘ L ‘ TT T ‘ T ‘ TT T ‘ T ‘ T

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115907: Z-5-Nonadecene
55.0
— —
24.00 24.50
5000 111.0 m/z 83.10 85.78%
266.0
ol ‘JJ H‘WmWHWuH_m_m_mw
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115906: 1-Nonadecene T —
43.0 97.0 24.00 24.50
m/z 97.00 78.49%
h wwr"/\«w
o LLLLLLL 3520 2100 2660 Pond
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.50

8270-BGO92220.M Mon Sep 28 14:57:06 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.746 10.75 ng 570667 Perylene-di2 25.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 90
2 Perylene 252 C20H12 000198-55-0 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benzo[a]pyrene 252 C20H12 000050-32-8 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81

Abundance Scan 3686 (24.745 min): BG046709.D\data.ms (-3679) (- m/z 251.90 100.00%

251.9
5000
AN ALV W
125.0 200.0 24.50 25.00
0329 810 ) 28 A 81508590 4140 7 249.90  27.77%
miz--> 50 100 150 200 250 300 350 400
Abundance #104221: Benzo[e]pyrene
252.0
5000 A Py =
24.50 25.00
126.0 m/z 252.95 22.66%
0 41.0 | \“‘ 200.0, |
\\\\‘\\\\‘\\\\‘\\\\‘\T\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104214: Perylene
252.0
= 5
24.50 25.00
5000 m/z 250.90  11.33%
125.0
017.0 740 ‘“ 200.0, |
I B e e O Ao
m/z--> 50 100 150 200 250 300 350 400
Abundance #104224: BenzolK]fluoranthene T —7
252.0 24.50 25.00
m/z 125.00 8.21%
5000
126.0
ol 70 Ll 200 | ekl W b
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 1-Tricosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.455  6.41ng 340090 Perylene-di2 25.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 2346 018835-32-0 84

2 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 55
3 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 55
4 Trichloroacetic acid, dodecyl ester 330 C14H25C1302 074339-50-7 55
5 Thieno[2,3-d]-1,3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 53

Abundance Scan 3977 (26.455 min): BG046709.D\data.ms (-3969) (-  m/z 57.05 100.00%

51.0
5000 263.9
111.1
207.8 26,50
{ | 1501 31383682  460. 26.50
oLl LI m/z 43.10  96.28%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #163016: 1-Tricosene
51.0
5000 L
11.0 26.50
‘ m/z 97.00 90.66%
322.0
O \\‘\‘ } ‘l “‘ h‘”\“\\‘0\‘2\2\4\\0‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152609: Dichloroacetic acid, tridecyl ester
43.0
—r
26.50
5000 7.0 m/z 69.00  86.52%
e
0 "“‘H“m““ “ “‘ A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179456: Trichloroacetic acid, tridecyl ester T
43.( 26.50
m/z 55.10 80.84%
7.0
5000
RiiTTTimee
0 ““H‘H“‘ o SR P
m/z--> 50 100 150 200 250 300 350 400 450 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092520\
Data File : BG@46709.D

Acqg On : 25 Sep 2020 19:50
Operator : CG/JU

Sample : L4132-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : 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|
Cyclohexane 3.212 12.1 ng 319878 1  8.124 527825 20.0
Butane, 2-metho... 3.288 3.5 ng 92538 1 8.124 527825 20.0
2-Pentanone, 4-... 5.221 2.6 ng 68010 1 8.124 527825 20.0
Ethanol, 2-(2-e... 7.707 3.6 ng 95024 1 8.124 527825 20.0
Diethyltoluamide 15.474 31.7 ng 1582600 3 14.745 997309 20.0
n-Hexadecanoic ... 18.377 11.7 ng 681319 4 17.483 1165330 20.0
Octadecanoic acid 19.640 2.1 ng 200738 5 21.767 1887280 20.0
1-Docosene 21.414 7.7 ng 729662 5 21.767 1887280 20.0
11-Dodecen-1-o0l... 23.688 4.2 ng 221564 6 25.051 1061370 20.0
1-Pentadecanethiol 24.217 6.0 ng 317280 6 25.051 1061370 20.0
Benzo[e]pyrene 24.746 10.8 ng 570667 6 25.051 1061370 20.0
1-Tricosene 26.455 6.4 ng 340090 6 25.051 1061370 20.0
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