LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9068.D

Acqg On : 08 Feb 2022 20:31
Operator : CG/JU

Sample : N1415-01

Misc :

ALS Vvial : 18 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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9068.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.017 3 5 23 rVvB 349671 412915 4.78% 1.004%
2 5.399 403 410 430 rBV 2169946 3505496 40.56% 8.520%
3 6.993 673 681 699 rBV 1943425 3498415 40.48% 8.503%
4 7.805 811 819 829 rBV 490528 829972 9.60% 2.017%
5 8.969 1009 1017 1034 rBV 1241821 2228896 25.79% 5.417%

6 10.604 1287 1295 1303 rBV 575394 1047438 12.12% 2
7 13.069 1707 1714 1734 rBV 3412171 5240365 60.63% 12.
8 14.451 1942 1949 1955 rBV 926248 1378225 15.95%  3.350%
9 14.516 1955 1960 1967 rVB 66427 110100 1.27% o
10 15.504 2124 2128 2133 rBV2 93964 138938 1.61% ©

11 15.951 2197 2204 2214 rBV 3095180 4772736 55.22% 11.
12 17.028 2383 2387 2392 rVB2 57635 91820 1.06% ©
13 17.210 2412 2418 2422 rBV 1257893 1884860 21.81% 4.581%
14 17.251 2422 2425 2431 rVB 661587 920454 10.65% 2
15 17.345 2436 2441 2446 rVB 193197 305263 3.53% ©

16 18.104 2567 2570 2582 rVB2 300770 558143 6.46%
17 18.269 2595 2598 2603 rBvV2 126875 188808 2.18%
18 19.228 2756 2761 2767 rBV 964364 1450898 16.79%
19 19.339 2778 2780 2784 rVB 190539 192665 2.23%
20 19.575 2817 2820 2828 rVB 799654 1227838 14.21%

NOWOR
Ul
N
o))
R

21 19.775 2849 2854 2859 rBV 7113183 8642522 100.00% 21.006%
22 21.304 3110 3114 3119 rVB2 1718368 2517059 29.12% 6.118%

Sum of corrected areas: 41143826
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Feb 2022 20:31
: CG/IU
¢ N1415-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
BP009068.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP009068.D\data.ms

5.399 6.993

8.969

017 7.805 10.604

.
0
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP009068.D\data.ms
19.775

13.069 15.951

19.2289.57
14.451
141516 15.504

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP009068.D\data.ms

21.304

Time--> 2050 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9068.D

Acqg On : 08 Feb 2022 20:31
Operator : CG/JU

Sample : N1415-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.017 9.95 ng 412915 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 5 (3.017 min): BP009068.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 Jt
R RABRRRRREREE S
3.103.203.303.40
ob kLl 147820822670 342.9 416047515394 ;43 00 32.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LB R R R B
3.103.203.303.40
‘ m/z 87.05 26.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
e EARRRREEEEE S
3.103.203.303.40
5000 m/z 55.00 22.60%
L S SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- S RENENEEESS NS S
73.0 3.103.203.303.40
m/z 71.05 11.14%
5000 k
0\\H\“J“\m\‘\\\\‘\\\\‘\\\\‘\\\\‘\\u‘\m‘\m‘\m‘uu‘\ IR RARRRRARRRERRAN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.30 3.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 08

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
BP009068.D

Feb 2022 20:31

: CG/IU
¢ N1415-01

. 18

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.104 5.92 ng 558143  Phenanthrene-d10 17.210
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 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83

5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 2570 (18.104 min): BPO09068.D\data.ms (-2567) (- m/z 73.00 100.00%
73.0
5000
213.2
T o
HH 0 \ l 18.00 18.50
ol \M\‘@‘“W | m‘#5‘1“1‘”“3‘7‘7‘?“‘?5‘5‘4‘9?“5”_ m/z 43.10 82.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T R
18.00 18.50
H 213.0 m/z 60.00 75.32%
O\\\“ \l\h\h“\“\‘\“l\\\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
P ‘
18.00 18.50
5000 ITI/Z 55.00 68.81%
228.0
143.0
o L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid —— —
73.0 18.00 18.50
m/z 57.05 64.67%
5000
H 1850 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9068.D

Acqg On : 08 Feb 2022 20:31
Operator : CG/JU

Sample : N1415-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.269 2.00 ng 188808  Phenanthrene-die 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 90
2 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 64
3 2,2'-Difluorobiphenyl 190 C12H8F2 000388-82-9 43
4 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 38
5 Naphtho[1,8-cd]-1,2-dithiole 190 C10H6S2 000209-22-3 38

Abundance Scan 2598 (18.269 min): BP009068.D\data.ms (-2595) (- m/z 190.10 100.00%

190.1
5000

T
93.7 18.00 18.50

01370, ke A 2511 817.1 3870 4584 5266 ./, 189,10  92.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 T — T
18.00 18.50
94.0

m/z 191.10  19.64%

0310 Ul
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

190.0

T
18.00 18.50

5000 m/z 187.00 18.15%
97.0
39.0
O e P e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64769: 2,2'-Difluorobiphenyl — —
190.0 18.00 18.50

m/z 188.00  13.95%

5000
94.0
3 A

o2 bl b e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9068.D

Acqg On : 08 Feb 2022 20:31
Operator : CG/JU

Sample : N1415-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.017 9.9 ng 412915 1 7.805 829972 20.0
n-Hexadecanoic ... 18.104 5.9 ng 558143 4 17.210 1884860 20.0
4H-Cyclopenta[d... 18.269 2.0 ng 188808 4 17.210 1884860 20.0
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