LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS Vvial : 17 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: BGO46712.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.211 13 21 30 rBV4 120843 359493 8.68% 1.535%
2 3.293 30 35 40 rVv3 64917 129724 3.13% 0.554%
3 3.816 120 124 130 rBV 32121 53419 1.29% 0.228%
4 5.221 358 363 372 rBV2 43417 74303 1.79% 0.317%
5 5.685 434 442 451 rBV 1221201 1938965 46.81% 8.278%

6 7.271 703 712 723 rBV 1233215 2141251 51.69% 9
7 7.706 780 786 792 rBV2 88425 144681 3.49% ©
8 8.123 849 857 865 rBV 302654 508216 12.27% 2.170%
9 9.286 1045 1055 1064 rBV 806912 1436434 34.68% 6
10 10.932 1327 1335 1343 rBV 383568 703155 16.97% 3

11 13.370 1740 1750 1757 rBV 1979486 3038060 73.34% 12.970%
12 13.640 1790 1796 1802 rVB 158993 248713 6.00% 1.062%
13 14.187 1882 1889 1895 rBV 319491 486325 11.74% 2.076%
14 14.745 1976 1984 1992 rVB 613073 952254 22.99% 4.065%
15 16.225 2229 2236 2245 rBV 1580646 2374917 57.33% 10.

16 17.489 2444 2451 2456 rBV 713800 1109073 26.77%
17 18.376 2596 2602 2611 rBvV2 264818 425402 10.27%
18 19.527 2794 2798 2803 rBV 89381 123799 2.99%
19 19.639 2813 2817 2820 rBV3 90065 116414  2.81%
20 20.091 2888 2894 2900 rBV 3090683 4142527 100.00% 17.686%

(ORI
(o]
iy
)]
R

21 21.408 3114 3118 3129 rVB 300833 485826 11.73%
22 21.766 3173 3179 3184 rBV 687209 1102804 26.62%
23 22.618 3322 3324 3340 rVB6 92743 256590 6.19%
24 25.050 3730 3738 3749 rVB2 383014 1070900 25.85%

AR AN
(]
O
%]
R

Sum of corrected areas: 23423245
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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: BG046712.D\data.ms
3000000

2500000
2000000

1500000
5.685 7.271

1000000 9286

500000 10.932

8.123
15293 3816 5.221 7.706

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG046712.D\data.ms

3000000

o

20.091

2500000

2000000] 13370

16.225
1500000

1000000 21.766

14.745
500000

14.187
13.640

I
O L L e e o L B e e B L e e e T T L S B T B I BN
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: BG046712.D\data.ms

3000000

4

2500000
2000000
1500000

1000000

25.050

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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 1
R.T. EstConc Area Relative to ISTD R.T.
3.211 14.15 ng 359493 1,4-Dichlorobenzene-d4 8.123

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 86
3 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 72
4 Cyclobutane 56 C4H8 000287-23-0 46
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 43
Abundance  Scan 21 (3.211 min): BG046712.D\data.ms (-13) (-) m/z 56.10 100.00%
56.1

?

5000
R S B
H ‘ 320 340 3.60
OfApif037 1669 3410 4200 ., 8405  64.47%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1455: Cyclohexane
56.0
5000 LI L I B B N B
3.20 3.40 3.60
m/z 41.10 58.16%
Oi
miz--> 0 50 100 150 200 250 300 350 400
Abundance #1487: 1-Pentene, 2-methyl-
56.0
R e B
3.20 3.40 3.60
5000 m/z 55.18  38.97%
o 1AL
miz--> 0 50 100 150 200 250 300 350 400
Abundance #3522: Cyanic acid, 2-methylpropyl ester e S e
41.0 3.20 3.40 3.60
m/z 39.10 26.52%
5000
1] 5o
o= R S S
m/z--> 0 50 100 150 200 250 300 350 400 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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 6
R.T. EstConc Area Relative to ISTD R.T.
3.293 5.11 ng 129724  1,4-Dichlorobenzene-d4 8.123

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 59

2 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 10

3 N-Ethylformamide 73 C3H7NO 000627-45-2 9

4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

5 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 9

Abundance  Scan 35 (3.293 min): BG046712.D\data.ms (-30) (-) m/z 73.10 100.00%
73.1

——

5000
e
422 3.20 3.40 3.60
O ik STBAA220 L 4300 37.01%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B L L I B
3.20 340 3.60
(J m/z 55.10 31.78%
O h‘.u ‘n‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

miz—> 0 50 100 150 200 250 300 350 400

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, meth
73.0

%

3.20 3.40 3.60

5000 m/z 87.05 29.83%
ol2%.0 | 147.0
-~
miz--> 0 50 100 150 200 250 300 350 400
Abundance #734: N-Ethylformamide “HH‘HH‘HH
30.0 3.20 3.40 3.60

m/z 71.00 11.68%

5000
S — M

m/z--> 0 50 100 150 200 250 300 350 400 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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 unknown3.816 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.816 2.10 ng 53419 1,4-Dichlorobenzene-d4 8.123

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
3 Propanoic acid, 2,2-dichloro-3-m... 186 C5H8C1203 027579-25-5 39
4 Isopropyl Alcohol 60 C3H80 000067-63-0 39
5 2-Propanol, 1-chloro- 94 C3H7C10 000127-00-4 39
Abundance Scan 124 (3.816 min): BG046712.D\data.ms (-120) (-) m/z 45.10 100.00%
451
5000 /\\
e ERR R
3.40 3.60 3.80 4.00 4.20
O 2898 m/z 43.05  15.59%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #944: R-(-)-1,2-propanediol
45.0
5000 | B ELBLALL B I
3.40 3.60 3.80 4.00 4.20
m/z 44.00 6.52%
O‘\”\"‘\L\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
R AR REE T
3.40 3.60 3.80 4.00 4.20
5000 m/z 61.10 5.99%
0 e e
miz--> 0 50 100 150 200 250 300 350 400 450 ﬂ
Abundance #50492: Propanoic acid, 2,2-dichloro-3-methoxy-, methyl ‘A‘ A, P 1 r - B
45.0 3.40 3.60 3.80 4.00 4.20
m/z 42.10 4.49%
5000
96.0
I N o
m/z--> 0O 50 100 150 200 250 300 350 400 450 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.221 2.92 ng 74303 1,4-Dichlorobenzene-d4 8.123

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetamide, N-(aminocarbonyl)- 102 C3H6EN202 000591-07-1 9
3 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 363 (5.221 min): BG046712.D\data.ms (-358) (-) m/z 43.05 100.00%
3.0
5000
RERRRNEEEEREEES e
10‘1-0 . 4.80 5.00 5.20 5.40 5.60
o 2086 A0 nyz s9.e0  46.99%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘uu‘uu‘uh‘uu‘\/\\

4.80 5.00 5.20 5.40 5.60
m/z 58.10 16.81%

‘ 101.0
O \J\“‘\‘%“‘T\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #4192: Acetamide, N-(aminocarbonyl)-
43.0
T as
4.80 5.00 5.20 5.40 5.60
5000 m/z 101.00 14.16%
ol il ja20
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4056: Thiocyanic acid, propyl ester e e
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.57%
101.0
5000
0 frrkh “““HH“uH“HH‘HH‘HH‘HH‘HH‘H

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 : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.706 5.69 ng 144681 1,4-Dichlorobenzene-d4 8.123

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39
3 Diethyl carbitol 162 C8H1803 000112-36-7 38
4 Methoxyacetic acid, 2-methylprop... 146 C7H1403 1000282-40-9 38
5 .beta.-Methoxyethoxymethyl chloride 124 C4H9C102 003970-21-6 36

Abundance Scan 786 (7.706 min): BG046712.D\data.ms (-780) (-) m/z 45.10 100.00%

45.1
5000 /L
R A RAREEEEAE
| | | 2040 7.40 7.60 7.80 8.00
ol A L2080 284l 4200 .y 5910 29.29%
mlz--> 50 100 150 200 250 300 350 400
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\‘\\\\‘\\\\‘\\\\’\\\\‘
7.40 7.60 7.80 8.00
m/z 72.10 20.55%
e
O\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
A RAREEEEE R
7.40 7.60 7.80 8.00
5000 m/z 43.00 14.22%
okl L[ o
miz--> 50 100 150 200 250 300 350 400
Abundance #32644: Diethyl carbitol “_““‘Aﬁ“‘u,““
45.0 7.40 7.60 7.80 8.00
m/z 73.00 12.97%
5000
‘ ‘ 103 0
ol A A e e e

m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.640 5.22 ng 248713  Acenaphthene-die 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 83
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Metacetamol 151 C8HINO2 000621-42-1 49
4 Acetaminophen 151 C8H9NO2 000103-90-2 47
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 47
Abundance Scan 1796 (13.640 min): BG046712.D\data.ms (-1790) (-  m/z 43.05 100.00%
3.0
109.0
5000
151.0
‘ 13.50 14.00
ob Ml bt L1920 813 00 00 63.92%
miz-> 50 100 150 200 250 300
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘/K T U
13.50 14.00
m/z 151.00 37.02%
ob— \“m M‘H‘ L“‘\ H“\‘ ‘\H“ NOTS “‘ L ]‘-9‘2-’0‘ T
miz--> 50 100 150 200 250 300
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109.0 /\
- —
13.50 14.00
5000 151.0 m/z 41.05 22.55%
32.0 J Il ‘\ |
o
miz--> 50 100 150 200 250 300
Abundance #24779: Metacetamol WN‘L’%‘ ‘ T
109.0 13.50 14.00
m/z 85.00 14.64%
5000 151.0
43.0
by 80 | Y W
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.376 7.67 ng 425402  Phenanthrene-d10 17.489
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 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 83

Abundance Scan 2602 (18.376 min): BG046712.D\data.ms (-2596) (-  m/z 73.00 100.00%
73.0

5000 129.0
213.0
== —
m h\ ’l 267.9325.1 515, 1890 18.50
ob bl Ly [ 26703250 SISU 00 439 97.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
213.0 m/z 60.00 94.06%
O““l‘"Tl‘ll\!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84452: Tetradecanoic acid
73.0
= 5
18.00 18.50
5000 129.0 m/z 55.00  78.48%
185.0

LS.&)H J\H’ ‘\H h‘\ A ‘ n

-

0 L A “‘H“_“‘_“w“‘w“u“‘u"H“‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72643: Tridecanoic acid
73.0 18.00 18.50
m/z 57.05 74.74%
5000 129.0
ol 20
0l50] hnww e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.527 2.23 ng 123799  Phenanthrene-die 17.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C16H10 000206-44-0 81
2 Pyrene 202 Clé6H1e 000129-00-0 76
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 72
4 2-Butenamide, 3-methyl-N-1H-puri... 217 C1OH11N50 021589-34-4 43

5 1H-Indole-3-propanoic acid, 1-(t... 275 C15H21NO2Si 056196-72-6 38

Abundance Scan 2798 (19.527 min): BG046712.D\data.ms (-2794) (- m/z 201.95 100.00%

201.9
5000
1950 |
100.9 .
41.1 .
ol Pt 01200, L. 2650 827.0 4331 ., 199.90  22.65%
mlz--> 50 100 150 200 250 300 350 400
Abundance #62828: Fluoranthene
202.0
5000
19.50
101.0 m/z 203.00 21.11%
ol 500 | 1500,
\\\\‘f\\\‘\T\\’\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #62822: Pyrene
202.0
sttt S :
19.50
5000 m/z 200.85 15.00%
101.0
oL 510 | 1500 |
R R T I B
miz--> 50 100 150 200 250 300 350 400
Abundance  #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0 19.50
m/z 100.90 5.90%
5000
51.0 101.0 159_0
O L B s B LA B o o
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.639 2.11 ng 116414 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2817 (19.639 min): BG046712.D\data.ms (-2813) (- m/z 43.10 100.00%

5000 WMW
—— —
19.50 20.00
— m/z 73.00 93.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 ik e
19.50 20.00
‘ 185.0 241.0 m/z 57.10 81.11%
‘ 286.0
Ot “MMM‘\“‘“\““‘L W‘“I\M“\“‘\ \‘ \“\ “ ‘\‘\‘\ \“ “\ T \‘F\ LA e
m/z--> 50 100 150 200 250 300 350 400
Abundance #95855: Pentadecanoic acid
73.0
—— —
19.50 20.00
5000 129.0 m/z 60.05 80.63%
29.
242.0
185f ‘
0! ‘WWWNuMLA:L;J“J““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #72643: Tridecanoic acid
r3.0 19.50 20.00
m/z 55.10 75.19%
5000 129.0
29.
m \ ‘ 214.0
o O I
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 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 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.408 8.81 ng 485826 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
4 Cycloeicosane 280 C20H40 000296-56-0 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 3118 (21.408 min): BG046712.D\data.ms (-3114) (- m/z 57.10 100.00%
1.1
2 %NwWwWMMMJ\VWWWNwMMN
111.1
—
21.50
206.9
- ‘“ |y fie 28013400 4149 489 0 55 10 95.21%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
57.0
5000 ]
111.0 21.50
m/z 43.10 88.00%
0 \‘ LU) ] 167.0 224.0 2800
T \\\1\\1‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55.0
—
21.50
5000 m/z 83.05 76.10%
111.0
0 \‘ | ” L ‘ 1.,167.0 223.0 280.0
““““ R AL ma e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127770: 9-Eicosene, (E)- T
57.0 21.50
m/z 69.05 71.01%
5000
111.0
o] ’ ’\ | 168.0 223.0 280.0
e _“w“u“u““““‘_“w“u“u“u“‘ e
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51

Operator : CG/JU

Sample : L4155-03

Misc :

ALS vial : 17 Sample Multiplier:

Quant Method
Quant Title

TIC Library

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

arch Compound Report

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

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 9-Tricosene, (Z)-

Conce

ntration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22618 4.65ng 256500  Chrysene-diz 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (2)- 322 co3as 027519-02-4 86

2 9-octadecenoic acid, 2,2,2-trifl..
3 Pentafluoropropionic acid, octad...

4 2-Methyl-E-7-hexadecene
5 Nonadecyl trifluoroacetate

. 364 C20H35F302
416 C21H37F502
238 C17H34

380 C21H39F302

1000376-54-3 64
959261-25-7 62
064183-52-4 58
1000351-76-3 58

Abundance Scan 3324 (22.618 min): BG046712.D\data.ms (-3322) (- m/z 57.10 100.00%
7.1

5000
—— —
‘ ‘ 486.4 22.50 23.00
O Al m/z 55.10  75.31%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #163018: 9-Tricosene, (2)-
55.0
111.0
5000 —r— ——
22.50 23.00
m/z 43.10 53.24%
’ ‘ 322.0
O\“\‘\“\‘f‘\f1}\\!]_‘19310\‘212\4\.\()‘\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #193101: 9-octadecenoic acid, 2,2,2-trifluoroethyl ester
55.0
—— —
22.50 23.00
5000 ITI/Z 69.10 53.22%
265.0
0 J"{JW'“”'"‘P364O
m/z--> 50 lOO 150 200 250 300 350 400 450 500
Abundance  #217811: Pentafluoropropionic acid, octadecyl ester T —
57.0 22.50 23.00
m/z 97.05 49.71%
5000 111.0
I psme zs20 g
o — —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092520\
Data File : BG@46712.D

Acqg On : 25 Sep 2020 21:51
Operator : CG/JU

Sample : L4155-03

Misc :

ALS Vvial : 17 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 3.211 14.2 ng 359493 1 8.123 508216 20.0
Butane, 2-metho... 3.293 5.1 ng 129724 1 8.123 508216 20.0
unknown3.816 3.816 2.1 ng 53419 1 8.123 508216 20.0
2-Pentanone, 4-... 5.221 2.9 ng 74303 1 8.123 508216 20.0
Ethanol, 2-(2-e... 7.706 5.7 ng 144681 1 8.123 508216 20.0
2,4,7,9-Tetrame... 13.640 5.2 ng 248713 3 14.745 952254 20.0
n-Hexadecanoic ... 18.376 7.7 ng 425402 4 17.489 1109070 20.0
Benzene, 1,1'-(... 19.527 2.2 ng 123799 4 17.489 1109070 20.0
Octadecanoic acid 19.639 2.1 ng 116414 5 21.766 1102800 20.0
3-Eicosene, (E)- 21.408 8.8 ng 485826 5 21.766 1102800 20.0
9-Tricosene, (Z)- 22.618 4.7 ng 256590 5 21.766 1102800 20.0
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