LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc :

ALS vial : 6 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@@9076.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.458 406 420 437 rBV 2207186 5074499 8.62% 2.537%
2 5.975 485 508 512 rBV 12943499 58885437 100.00% 29.438%
3 6.993 673 681 701 rBV 2922706 5101700 8.66% 2.550%
4 7.805 812 819 826 rBV 776387 1241072 2.11% 0.620%
5 8.058 852 862 881 rVB2 274008 693379 1.18% 0.347%
6 8.963 1009 1016 1024 rBV 1967408 3283983 5.58% 1.642%
7 10.387 1250 1258 1266 rBV 343090 618481 1.05% 0.309%
8 10.599 1284 1294 1301 rBV 1105571 1982634 3.37% 0.991%
9 10.757 1312 1321 1340 rVB 1028880 1917494 3.26% 0.959%
10 13.069 1706 1714 1723 rBV 5851220 9131936 15.51% 4.565%
11 13.410 1767 1772 1782 rVB 875467 1384038 2.35% 0.692%
12 14.098 1884 1889 1898 rBV 1233692 2000151 3.40% 1.000%
13 14.275 1916 1919 1927 rVB2 388080 610454 1.04% 0.305%
14 14.398 1935 1940 1944 rBV2 2679473 4548158 7.72%  2.274%
15 14.445 1944 1948 1957 rVV2 1869621 3678546 6.25% 1.839%
16 14.534 1959 1963 1967 rVB2 564579 827291 1.40% 0.414%
17 14.693 1983 1990 1998 rVB 920383 1550313 2.63% 0.775%
18 15.098 2055 2059 2066 rVB5 966847 1681878 2.86% 0.841%
19 15.234 2079 2082 2088 rBV3 397196 652600 1.11% 0.326%
20 15.957 2200 2205 2209 rBV 3509373 5251268 8.92%  2.625%
21 15.992 2209 2211 2219 rVB4 978587 1680881 2.85% 0.840%
22 16.198 2242 2246 2247 rBV 730203 1045865 1.78% 0.523%
23 16.434 2284 2286 2291 rVB 817208 1039747 1.77% 0.520%
24 16.545 2301 2305 2315 rBV 1568666 2521464 4.28% 1.261%
25 17.21@0 2415 2418 2425 rVB 1433696 1954757 3.32% 0.977%
26 18.122 2567 2573 2583 rBV2 5240868 11152681 18.94% 5.575%
27 19.257 2755 2766 2776 rBV4 8268877 23230762 39.45% 11.614%
28 19.357 2781 2783 2786 rVB 1682601 1533032 2.60% 0.766%
29 19.675 2834 2837 2843 rVB 2027045 2706525 4.60% 1.353%
30 19.775 2850 2854 2863 rVB 9210404 13000947 22.08% 6.499%
31 20.463 2968 2971 2978 rVB 2718014 3275326 5.56% 1.637%
32 20.986 3057 3060 3063 rVB2 1625176 1546602 2.63% 0.773%
33 21.304 3111 3114 3123 rVB 2466206 3735368 6.34% 1.867%
34 21.380 3124 3127 3128 rBV 918988 978125 1.66% 0.489%
35 21.404 3128 3131 3134 rVB 2318159 2594849 4.41%  1.297%

36 22.227 3269 3271 3280 rVB 1411939 2075198 3.52% 1.037%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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

37 22.404 3295 3301 3306 rVB2 2267736 4034481 6.85% 2.017%
38 23.645 3507 3512 3517 rVV2 1369312 2772492 4.71% 1.386%
39 23.704 3517 3522 3529 rVB2 1825702 3785731 6.43% 1.893%
40 23.833 3539 3544 3553 rVB3 775589 1758630 2.99% 0.879%

41 25.304 3787 3794 3803 rVB2 1276106 3493465 5.93% 1.746%

Sum of corrected areas: 200032240
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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

Abundance TIC: BP009076.D\data.ms
1.4e+07
5.975

1.2e+07
1le+07
8000000
6000000

4000000
6.993

5.458

2000000 8.963

1069957
7'805’.058 10.387

O \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
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 TIC: BP009076.D\data.ms
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

o e o i = S e

Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP009076.D\data.ms
1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

O \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BP020722.M Thu Feb 10 15:47:04 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 Ethanol, 2-butoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.975 948.95 ng 58885400 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 91
2 Dibutoxymethane 160 C9H2002 002568-90-3 37
3 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 36
4 3-Buten-2-ol 72 C4H80 000598-32-3 35
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 32
Abundance Scan 508 (5.975 min): BP009076.D\data.ms (-485) (-) m/z 57.05 100.00%

57.0
5000

5.60 5.80 6.00 6.20

ob AL{1181 1910  3005356.9410948125411 1) 45 g5 37.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10023: Ethanol, 2-butoxy-
57.0
5000 L B L B LI B I

5.60 5.80 6.00 6.20
m/z 41.05 35.53%

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

o

57.0

5.60 5.80 6.00 6.20

5000 m/z 87.05 31.30%
117.0
Y P L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15549: Formic acid, 3,3-dimethylbut-2-yl ester R ama
57.0 5.60 5.80 6.00 6.20

m/z 75.05 10.57%

5000 A
0 I \l i J‘Ll

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\

BP009076.D
: 09 Feb 2022 14:09
: CG/JU
: N1411-02
: 6 Sample Multiplier: 1

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

: 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 2 1-Heptanol, 2-propyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.757 19.34 ng 1917496  Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 64
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 50

5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 47

Abundance Scan 1321 (10.757 min): BP009076.D\data.ms (-1312) (- m/z 43.05 100.00%

43.0
5000
Moty —
‘ 11 10.50 11.00
ol bkddl L1, 2060267.4 3410 4200 5352 .., 711 g7.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34631: 1-Heptanol, 2-propyl-
43.0
5000

10.50 11.00
\l ‘ m/z 57.05 81.52%
‘ 1.0
O‘\‘\\ ‘l\J\Jl\F‘-\h\\\}‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
= 4
10.50 11.00
5000 m/z 41.10 63.34%

0 113.0
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14566: Hexane, 2,3,4-trimethyl- T =
43.0 10.50 11.00
m/z 55.00 62.13%
- AVLAVJ\\,V
0 Hl | ‘ 128.0
e S T e e e P —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 3 Dichloroacetic acid, tridec... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.098 10.87 ng 2000150  Acenaphthene-die 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 91
2 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
3 Cetene 224 C16H32 000629-73-2 91
4 1-Dodecanol 186 C12H260 000112-53-8 91

5 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 90

Abundance Scan 1889 (14.098 min): BP009076.D\data.ms (-1884) (- m/z 55.00 100.00%

58.0
5000

T —
H J LNL 1771 14.00 14.50
ol ALLBERA S, 1 264.9 342.0403.2461.9521.0  u/; 41,10 88.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211361: Dichloroacetic acid, tridecyl ester
43.0
5000 7 —
14.00 14.50

m/z 69.10  85.55%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0

14.00 14.50

o

5000 m/z 43.10 83.13%
125.0
0 183.0
T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104590: Cetene T —
41.0 14.00 14.50

m/z 83.10 71.79%

5000 w

0lrrh ,‘H‘_H‘_HWHw‘m‘HH_m‘w‘mww_ - —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 4 Tridecane, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.693 8.43 ng 1550310  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 72
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 72
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 50
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 47

Abundance Scan 1990 (14.693 min): BP009076.D\data.ms (-1983) (- m/z 71.05 100.00%

71.0
5000

R
} M 1692 5392 341.1400.0460.4 52 1459 15,00
ol bbb L 7 2892 341140004604 5245 /7 57,10 84.64%
Mizee> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74008: Tridecane, 4-methyl-
43.0
5000 — —
14.50 15.00

m/z 43.10 74.78%

155.0
0‘w‘$HM*J”‘m‘”\”‘W‘”‘W‘”\”‘W‘”‘W‘”\”‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0

—
14.50 15.00

5000 m/z 85.10 66.73%
126.0183.0
O b P e e e e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33101: Octane, 2,4,6-trimethyl- — —
57.0 14.50 15.00

m/z 41.05 29.77%

- M

\ 27.0
oH“m‘m‘ﬁH"‘m_"‘_"‘_m_m‘wwww

7 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP@@9076.D

Acqg On : 09 Feb 2022 14:09

Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
: 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 5 3-Tetradecene, (E)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.098 9.14 ng 1681880  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecene, (E)- 196 C14H28 041446-68-8 91
2 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 91
3 3-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-5 91
4 n-Pentadecanol 228 C15H320 000629-76-5 91
5 1-Dodecanol 186 C12H260 000112-53-8 91

Abundance Scan 2059 (15.098 min): BPO09076.D\data.ms (-2055) (| | m/z 69.00 100.00%
69.0
5000
P e
‘ ‘L 93.2 15.00 15.50
ol MUY 2551 sanra011 4888508 1y so0s o143
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71736: 3-Tetradecene, (E)-
41.0
5000 — —
15.00 15.50
m/z 43.10 80.56%
| Fl-O 196.0
O‘\\\ “\\\H\l‘\\\h\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
P e
15.00 15.50
5000 m/z 41.10 80.38%
0 125.0 2240082 0
R R e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299080: 3-Heptafluorobutyroxytridecane —— —
41.0 15.00 15.50
m/z 83.10 80.03%
5000
jll 9169.0
ol N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 6 Pentadecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.198 10.70 ng 1045870  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 50
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 49
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 47
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 47

Abundance Scan 2246 (16.198 min): BP009076.D\data.ms (-2242) (- m/z 57.10 100.00%

57.1
5000

——
\ PFTl »150 16.00 16.50
e L 512:2.281.1341.1399.9 46935308 ;71 10 98.46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0

5000 — e
16.00 16.50

m/z 43.10 53.82%

\"HE12110
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0

T
16.00 16.50

o

o

5000 ITI/Z 85.10 45, 25%
141.0
O e T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74014: Tridecane, 3-methyl- T —
57.0 16.00 16.50
m/z 58.00  29.42%
5000
“ " 169.0
B —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP020722.M Thu Feb 10 15:47:08 2022 Page: 9



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
BP009076.D

: 09 Feb 2022 14:09

: CG/JU

: N1411-02

: 6 Sample Multiplier: 1

TIC Library

: 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 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 7 unknownl6.434 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.434 10.64 ng 1039750  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 43
2 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 43
3 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 38

4 Undecane, 5-methyl- 170 C12H26 001632-70-8 27
5 Hexadecane 226 C16H34 000544-76-3 25
Abundance Scan 2286 (16.434 min): BP009076.D\data.ms (-2284) (- m/z 69.10 100.00%
T W
5000
\ N 16.50
omwHH:W«J\‘«M‘ZES‘Z‘ 294.1350.9 429.2488.6549. 1/, 57.10  67.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
5000 1
16.50
15.0 m/z 71.10  56.53%
| L ‘\ | 182.0 252.0 398.0
O\\\‘\“‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
—
16.50
5000 ITI/Z 43.10 53.28%
154.0
o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31470: Cyclohexane, 1,2-diethyl-3-methyl- —
69.0 16.50
m/z 83.10 50.69%
5000
h 154.0
oﬂ\w e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 8 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.545 25.80 ng 2521460  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
Abundance Scan 2305 (16.545 min): BP009076.D\data.ms (-2301) (- m/z 71.10 100.00%
71.1
5000 /\W
N T
‘ ’ 155 2603 16.50
o H‘H W o000 3277 4011 46745256 /7 57.10  88.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
5000 —— :
16.50
m/z 85.10  77.34%
27.0 240.0
O‘\\J\\’\J\‘J\“‘]-\“\l\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
N T
16.50
5000 m/z 43.10 74.37%
. 127.0 1970 206.0 W
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262011: Pentacosane T
57.0 16.50
m/z 99.10  30.32%
- \Mﬂ—/y\/\
ol LIPS 2110 2810 3520
S A e e e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP@@9076.D

Acqg On : 09 Feb 2022 14:09

Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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 9 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.122 114.11 ng 11152700  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2573 (18.122 min): BP009076.D\data.ms (-2567) (- m/z 73.00 100.00%
73.0
5000
213.2
— —
’ }H } ‘ £ 18.00 18.50
ol MLLLESTTT 1)1 2o113009400645715138 1/, “60.00  76.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — —r—
18.00 18.50
} 157.0 m/z 43.10 70.45%
0 \MHI\’ ‘lh)HI\J'V"L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
—— —
18.00 18.50
5000 m/z 57.10 63.18%
214.0
143.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —— —
73.0 18.00 18.50
m/z 55.10 57.78%
L 228.0
143.0 ‘
OI‘J HMMMH e —
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\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 10 Oleic Acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.257 124.38 ng 23230800 Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 99
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 95
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 95
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 94

Abundance Scan 2766 (19.257 min): BP009076.D\data.ms (-2755) (- m/z 55.10 100.00%

55.1
5000

264.3
“ 3.1 19.00 19.50
obr IMAbALLID3A L | 3223 416247515348 0 cq 10 g5.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid
55.0

5000 —— —
19.00 19.50

m/z 83.10 75.53%

H Fso 264.0

‘\\\\‘\\H\\“"\h\."‘\m\‘\\l:\l‘\l\l‘\}'\‘\ \\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

55.0

o

T T
19.00 19.50

5000 m/z 41.10 65.82%

123.0 264.0
193.0
T e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #176209: cis-Vaccenic acid —— —
55.0 19.00 19.50
m/z 97.10 61.28%
8520 500 50
S o Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 11 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.357 8.21 ng 1533030 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Dodecanoic acid 200 C12H2402 000143-07-7 47
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Pentadecanoic acid 242 C15H3002 001002-84-2 35
5 Tridecanoic acid 214 C13H2602 000638-53-9 35

Abundance Scan 2783 (19.357 min): BP009076.D\data.ms (-2781) (- m/z 73.00 100.00%

73.0
5000 241.2
= —
H “‘ ‘ 1711 BL 19.00 19.50
- l 111y il “ 1113013 37024291 8162 /0 6o 00 76.08%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid
43.0
5000 A —
1260 19.00 19.50
“ : 284.0 m/z 129.05 57.35%
199.
O ‘\\‘\ ’IWI'““L\IP?O\
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
— —
19.00 19.50
5000 m/z 43.10 53.93%
200.0
140.0
L —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #46966: n-Decanoic acid “ 7
73.0 19.00 19.50
m/z 55.10 49.88%
- JJL\
3.0
o_mh“e""‘um_mww_m‘Hwawww_ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 12 Heptaethylene glycol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.675 14.49 ng 2706530  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 72
2 Hexaethylene glycol 282 C12H2607 002615-15-8 72
3 Pentaethylene glycol 238 C10H2206 004792-15-8 72
4 3,6,9,12,15-Pentaoxanonadecan-1-0l1 294 C14H3006 001786-94-3 64
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 59

Abundance Scan 2837 (19.675 min): BP009076.D\data.ms (-2834) (- m/z 45.00 100.00%

45.0
5000

. prs S
‘ . 1 s 19.50 20.00
o H“u!“hm bl 2 2803 40104611 5276 | n/; g9.e0  71.43%
mjz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231001: Heptaethylene glycol
45.0
5000 p —
19.50 20.00

m/z 43.10 41.46%

133.0
0 il |1Hu \l 207.0 283.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
— —
19.50 20.00
5000 m/z 57.10 39.78%

o

133.0
195.0
[T T o T T T T T T T T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120151: Pentaethylene glycol —
45.0 19.50 20.00
m/z 71.10 31.11%

- M
133.0

} 239.0
0‘\J\'J\‘I\\““:‘\“‘\\\\\‘\\u,\u\,u\\‘uu‘\m‘\m‘\m‘uu‘\ P

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 13 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.463 17.54 ng 3275330  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 72
3 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 72
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 59
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 59
Abundance Scan 2971 (20.463 min): BP009076.D\data.ms (-2968) (- m/z 71.10 100.00%
71.1
‘1‘5‘5 . 238.2 20.50
ob A bbb L £77205.1357.3417.1 488.95481 /0 57 19 85.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
5000 R
20.50
m/z 85.10 84.91%
1270 197.02500
0 \‘\\‘\\\\‘\\1\\1‘1\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
——
20.50
5000 m/z 43.10 57.50%
127.0
0 197.0 267.0 337.0 449.0
P e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123970: Hexadecane, 2-methyl- ——
57.0 20.50
m/z 99.10 40.76%
5000
o JILM
0 ﬁ\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 14 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.986 8.28 ng 1546600 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 90
2 Hexaethylene glycol 282 C12H2607 002615-15-8 87
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 87
4 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 340 C15H3208 004437-01-8 86
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 86

Abundance Scan 3060 (20.986 min): BP009076.D\data.ms (-3057) (- m/z 45.00 100.00%
45.0

5000

N

133.1

21.00
o‘”HM,'“239'2301'3369-2"""7-2534-9 m/z 89.00 73.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
5000 T
21.00
133.0 m/z 43.05 30.94%
Y- | ] } J 207.0 283.0
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
P
21.00
5000 m/z 71.10 30.63%
133.0
0 252.0
R L o N S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e —
45.0 21.00
m/z 85.10  29.66%

5000

133.0

-

0 i ‘IL } L. \‘ \\207 0265.0327.0
R R e e e R e S R A Ranaa

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 15 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.404 13.89 ng 2594850  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 78
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 58
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 50
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 47
Abundance Scan 3131 (21.404 min): BPO09076.D\data.ms (-3128) (- m/z 71.10 100.00%
711
5000 J&JM
1r11 —r
21.50
1.2
o“‘mﬁ‘l‘ 30923743 4481 5347 ./, g5.10 90.00%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane
57.0
5000 R
21.50
m/z 57.10 87.15%
310.0
O\\\\“\\\i\i"]‘\ﬁ\\‘\“‘\‘\].\?r\o\\\‘\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
——
21.50
5000 m/z 43.10 53.00%
197.0
127.0
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59062: Undecane, 3,5-dimethyl- ——
57.0 21.50
m/z 99.10 45.98%
- MJM
M || 155.0
O b e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 16 2-[2-[2-[2-[2-[2-[2-[2-(2-H... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.227 11.11 ng 2075200 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 91
2 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011 005579-66-8 87
3 Heptaethylene glycol 326 C14H3008 005617-32-3 87
4 Hexaethylene glycol 282 C12H2607 002615-15-8 86
5 Heptaethylene glycol monododecyl... 494 C26H5408 003055-97-8 78

Abundance Scan 3271 (22.227 min): BP009076.D\data.ms (-3269) (- m/z 45.00 100.00%

45.0
5000
133.0
= =
hl ‘ 207.0065 1 340.3 22.00 22.50
O by 702651 340.3402.7 4891549, ;g9 o 83.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0
5000 =T ==
22.00 22.50
133.0 m/z 87.00  31.90%
ol L1 } ‘ 207.0265.0 327.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
— —
22.00 22.50
5000 m/z 133.00 31.37%
133.0
221.0283.0 371.0
0 i A e e e T e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231001: Heptaethylene glycol — T
45.0 22.00 22.50
m/z 43.10 28.90%

5000
133.0

ol lib, . 2070 2830
bbb 2070 2830

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 17 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.404 21.60 ng 4034480  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 72
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 64
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 59
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 53

Abundance Scan 3301 (22.404 min): BPO09076.D\data.ms (-3295) (- m/z 71.10 100.00%
71.1

3

5000
22.50
11.2
O\MWW2951367342614837548 wjz 57.10  O1.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320591: Hentriacontane
57.0
5000 U
22.50
m/z 85.10  81.85%
. || 1270 1970 300.0 379.0437.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
——
22.50
5000 m/z 43.10 54.53%
197.0
127.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45487: Undecane, 2-methyl- T
43.0 22.50
m/z 99.10  38.90%
5000
127.0
o_‘\\ L — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 18 Hexadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.645 14.65 ng 2772490  Perylene-d12 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 72
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 59
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 58
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 53

Abundance Scan 3512 (23.645 min): BP009076.D\data.ms (-3507) (- m/z 71.10 100.00%

71.1
5000

—
m ‘ 23.50 24.00
\ h‘ H—? - 2821342.1 4074 47715349/, g5 10 84.45%

Baany
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane

57.0

5000 — —
23.50 24.00

m/z 57.10 84.19%

|| 1270 1970 2670 3800
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

7
23.50 24.00

o

o

5000 ITI/Z 43.10 47 .34%
197.0
127.0
O e e T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287349: Octadecane, 1-iodo- 7 7
57.0 23.50 24.00

m/z 99.10  45.42%

5000 JJ\W
Lo s

e R e Eu S

7 7
m/z--> 0 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_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 19 2-[2-[2-[2-[2-[2-[2-[2-[2-(... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.833 9.29 ng 1758630  Perylene-di12 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 81
2 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 5@2 C22H46012 006809-70-7 81
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 472 C21H44011 ©27425-92-9 81
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 74
5 2-[2-[2-[2-[2-[2-[2-(2-Methoxyet... 384 C17H3609 025990-96-9 72

Abundance Scan 3544 (23.833 min): BP009076.D\data.ms (-3539) (- m/z 45.00 100.00%
45.0

5000
133.0

:

207.0 23.50 24.00

‘JM2820355144135213 m/z 89.00  78.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0

o

%

5000
133.0 23.50 24.00
m/z 57.00 62.26%
0 ...l 22102830 371.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45.0
— —
23.50 24.00
5000 m/z 43.00 48.58%
133.0
0 221.0 295.0 415.0
R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #332201: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)etho

45.0 23.50 24.00
m/z 71.10 45,36
103.0
5000
‘ 177.0
ot L 2510 3390 4200 S
m/z--> 0 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_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc

ALS vial : 6 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 20 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.304 18.46 ng 3493470  Perylene-di12 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 81
3 Hexacosane, 1-iodo- 492 C26H531I 1000406-32-1 64
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 62
5 Heneicosane 296 C21H44 000629-94-7 60
Abundance Scan 3794 (25.304 min): BP009076.D\data.ms (-3787) (- m/z 71.10 100.00%
71.1
w0 AJ\W
141.1 — ——
‘ ‘ ‘ l l 207.0 25.00 25.50
obr bbbl Ly, 28103834 47715370 0 5g 10 g6, 54y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 — ——
25.00 25.50
m/z 85.10 84.52%
ol ||| 1270 1970 2670  380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— ——
25.00 25.50
5000 m/z 43.10 47 .55%
127.0
0 211.0 281.0 352.0 W\/j\/m
B R AREa
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #336598: Hexacosane, 1-iodo- “ —
57.0 25.00 25.50
m/z 69.05 44.47%
- MMAM
127.0
365.0
ol [ om0 g w0 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9076.D

Acqg On : 09 Feb 2022 14:09
Operator : CG/JU

Sample : N1411-02

Misc :

ALS vial : 6 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|
Ethanol, 2-butoxy- 5.975 949.0 ng 58885400 1 7.805 1241070 20.0
1-Heptanol, 2-p... 10.757 19.3 ng 1917490 2 10.599 1982630 20.0
Dichloroacetic ... 14.098 10.9 ng 2000150 3 14.445 3678550 20.0
Tridecane, 4-me... 14.693 8.4 ng 1550310 3 14.445 3678550 20.0
3-Tetradecene, ... 15.098 9.1 ng 1681880 3 14.445 3678550 20.0
Pentadecane, 2,... 16.198 10.7 ng 1045870 4 17.210 1954760 20.0
unknownl6.434 16.434 10.6 ng 1039750 4 17.210 1954760 20.0
Heptadecane 16.545 25.8 ng 2521460 4 17.210 1954760 20.0
n-Hexadecanoic ... 18.122 114.1 ng 11152700 4 17.210 1954760 20.0
Oleic Acid 19.257 124.4 ng 23230800 5 21.304 3735370 20.0
Octadecanoic acid 19.357 8.2 ng 1533030 5 21.304 3735370 20.0
Heptaethylene g... 19.675 14.5 ng 2706530 5 21.304 3735370 20.0
Octadecane 20.463 17.5 ng 3275330 5 21.304 3735370 20.0
2-[2-[2-[2-[2-[... 20.986 8.3 ng 1546600 5 21.304 3735370 20.0
Docosane 21.404 13.9 ng 2594850 5 21.304 3735370 20.0
2-[2-[2-[2-[2-[... 22.227 11.1 ng 2075200 5 21.304 3735370 20.0
Hentriacontane 22.404 21.6 ng 4034480 5 21.304 3735370 20.0
Hexadecane, 2-m... 23.645 14.7 ng 2772490 6 23.704 3785730 20.0
2-[2-[2-[2-[2-[... 23.833 9.3 ng 1758630 6 23.704 3785730 20.0
Heptacosane 25.304 18.5 ng 3493470 6 23.704 3785730 20.0
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