LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135023.D

Acqg On ¢ 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc . OR-345-COMP-04

ALS Vvial : 11 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_ F\Methods\8270-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135023.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 11 15 21 rBV 45184 61069 1.63% 0.226%
2 5.022 495 499 507 rVB 99293 136559 3.65% 0.505%
3 5.410 560 565 568 rBV 3575727 3554772 95.01% 13.146%
4 6.416 730 736 739 rBV 3121566 3493162 93.36% 12.918%
5 6.604 765 768 773 rBV 172447 136079 3.64% 0.503%
6 6.769 793 796 800 rBV 947364 786648 21.03%  2.909%
7 7.333 887 892 895 rBV 2141487 2319167 61.99% 8.576%
8 8.051 1009 1014 1017 rBV 1226777 1024947 27.39% 3.790%
9 9.133 1192 1198 1201 rBV 4210950 3741474 100.00% 13.836%
10 9.257 1213 1219 1222 rBV 2446018 2410290 64.42% 8.913%
11  9.810 1308 1313 1316 rBV 1205343 1032821 27.60% 3.819%
12 10.598 1443 1447 1451 rBV 2002617 1959836 52.38% 7.248%
13 10.769 1472 1476 1481 rBV 80866 78342 2.09% 0.290%
14 10.886 1492 1496 1502 rBV 64414 62337 1.67% 0.231%
15 10.945 1502 1506 1508 rBV 49352 43921 1.17% 0.162%

16 11.298 1562 1566 1570 rBV 989966 826249 22.08%
17 11.839 1653 1658 1670 rBV 494790 484651 12.95%
18 12.415 1754 1756 1760 rVB 137107 110200 2.95%
19 12.563 1774 1781 1784 rVB 109192 103918 2.78%
20 12.627 1789 1792 1804 rBV 111038 131099 3.50%

OO0, W
I
[
(&)
R

21 12.898 1834 1838 1842 rBV 2624262 2494038 66.66%
22 13.327 1895 1911 1912 rBV6 88559 301428 8.06%
23 13.809 1988 1993 2000 rBV3 152649 240607 6.43%
24 13.957 2014 2018 2021 rBV 734742 646616 17.28%
25 14.821 2161 2165 2169 rVB 158026 157138  4.20%

ONO RV
00
O
(]
B

26 15.427 2262 2268 2273 rBV 548432 703669 18.81% 2.602%

Sum of corrected areas: 27041037
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83023\
Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc . OR-345-COMP-04

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135023.D\data.ms
4000000

5.410
3500000

6.416
3000000
2500000
7.333
2000000
1500000

1000000 6.769

500000

2.175 5.022 JL6.604
B L L I L L L L B L L L I L L L L I L L LN I L B (O L B L L A B L B R

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF135023.D\data.ms
4000000 9.133

o

3500000

3000000
12.898
2500000 9.257

2000000 10.598

1500000
8.051 9.810

1000000 11.298

500000 11.839
10.76®885 A\ 12. 455627 13.3
0 — — Tt L P T M R —T T '\J\_T_/\T/L\ —r—— =T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF135023.D\data.ms

4000000

3500000
3000000
2500000
2000000
1500000

1000000 13.957

15.427
500000
13.809 14.821

0 T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\

Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc OR-345-COMP-04

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

s 3.47ng 136559 1,4-Dichlorobenzene-dd 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Pentanone, 4-hydroxy-4-methyl-

cetic acid, cyano-, 1,1-dimethy...

,3-Butanedione, monooxime

116 C6H1202
141 C7H11NO2
101 C4H7NO2

000123-42-2 64
001116-98-9 37
000057-71-6 9

-Hexen-2-one 98 C6H100 000109-49-9 9
-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
Abundance Scan 499 (5.022 min): BF135023.D\data.ms (-495) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 [Tr Tt prrrrprot
4.60 4.80 5.00 5.20 5.40
T T a
ot m/z 59.00 57.99%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 R R RN RN R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.74%
270 ‘ 83.0
0\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Rmaas e
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 57.95 16.30%
126.0
ol L 120140
m/z--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.28%
5000
101.0
o120 | 600 840
e
mlz--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40

8270-BF083023.M Thu Aug 31 13:58:49 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc . OR-345-COMP-04

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.604 3.46 ng 136079 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 47
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38

4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 36
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 33

Abundance Scan 768 (6.604 min): BF135023.D\data.ms (-765) (-) m/z 45.00 100.00%

45.0
5000
720 206,40 6.60 650 7.00
104.0 : : : : :
0 HwWwmwu‘!:wHH}‘M!“w??(?”_mwwww m/z 59.00 31.61%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘uu{\uu,uu‘uﬁ/\\‘u
6.20 6.40 6.60 6.80 7.00
2900 72.0 m/z 72.00 19.23%
0 H"]ﬂ.r\q\‘H\H“HH“\‘M\‘H\\}‘\H\‘!‘\‘\\‘\?\9‘-9\\1‘(\)‘}4.\.\(?\\\\‘\\\\1‘:\3\5\\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #2377: 2-Butanol, 3-methyl-
45.0
R RS
6.20 6.40 6.60 6.80 7.00
5000 m/z 42.95 14.31%
27.0 ‘ 73.0
0 H‘H"‘HM‘H‘HM1"H“"‘H‘“‘H“‘H""m‘mmm‘mwmw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)- T ‘L~J,¥ T
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 11.80%
5000
27'T ‘ 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc OR-345-COMP-04

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.257 46.67 ng 2410290  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Metacetamol 151 C8HINO2 000621-42-1 53
4 4-Amino-2-methylpyrimidine 109 C5H7N3 000074-69-1 27
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 25
Abundance Scan 1219 (9.257 min): BF135023.D\data.ms (-1213) (-) m/z 43.00 100.00%
43.0
109.1
5000 151.1
R RAREEEEE
‘ 69.0 9.00 9.20 9.40 9.60
Ob oot s e 198 Hee 10 67.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 108.0
151.0
5000 RN R e e
9.00 9.20 9.40 9.60
69.0 m/z 151.05 40.17%
0 \1\5\.‘0\ ‘\‘\ \"“V\‘\“\‘H‘ \“‘\“\ \H“‘\‘\‘\H\ f \“”MJ\ “\ ! \“ T 1 T \‘\ T ‘1\\9\2\‘0\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
R R
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 21.20%
I A L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol T
109.0 9.00 9.20 9.40 9.60
m/z 69.00 12.72%
5000 151.0
43.0
80.0
LY AP NN NUPUNNN DSOS ) IR S 1 S—
miz--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc OR-345-COMP-04

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.839 11.73 ng 484651  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 80
Abundance Scan 1658 (11.839 min): BF135023.D\data.ms (-1653) (- m/z 73.00 100.00%
43.0 |73.0
213.2 — m—
‘ 157.1185.1 256.1 11.50 12.00
[ R— m/z 60.00 98.73%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5,02130  256.0 m/z 43.05 96.02%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
1
43.0 730
— ==
11.50 12.00
5000 129.0 m/z 57.05 74.89%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid 7= e
43.0 73.0 11.50 12.00
m/z 41.05 73.67%
5000 129.0
199.0
61 M
O??RhHMHM‘WkmeuwuMM‘HJM‘M_MH_H‘_HW‘HW‘ — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc OR-345-COMP-04

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 5 trans-13-Octadecenoic acid,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.416 2.67 ng 110200  Phenanthrene-die 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 94
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 86
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 83

Abundance Scan 1756 (12 415 min): BF135023.D\data.ms (-1754) (- m/z 55.05 100.00%

5000

370 qggq 2222 2641 12.50

0! m/z 41.05 78.51%
miz-—-> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
5000 L
97.0 12.50
m/z 69.10 59.84%
264.0
138.0 180 0 222.0
01‘5 ‘O\\‘ H\‘H\ H‘HM\ ‘\mu‘ \H\‘M Al ‘ . e “ , ‘2‘9‘6‘(:
miz-—-> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
e
12.50
5000 87.0 m/z 43.10  55.30%
23.0
M‘ |, 1800 2220 264.0,00
0! H‘H i \\H‘u\ U\ u‘H\ Y Y = 1‘ T ‘\‘ —
m/z--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester T
55.0 12.50
m/z 74.00 54.50%
5000
264.0
180.0 222.0 206.C |
0! A e

m/z--> 50 100 150 200 250 300 12.50

8270-BF083023.M Thu Aug 31 13:58:53 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\

Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc OR-345-COMP-04

ALS vial : 11 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Bis(2-ethylhexyl) maleate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.563 2.52 ng 103918  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bis(2-ethylhexyl) maleate

2 Oxalic acid, 2-ethylhexyl octyl .

340 C20H3604
. 314 C18H3404

3 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603

4 1-Decene, 4-methyl-

154 C11H22

5 3-Hexanone

100 C6H120

000142-16-5 90
1000309-39-1 35
1000383-13-3 35
013151-29-6 35
000589-38-8 30

Abundance Scan 1781 (12.563 min): BF135023.D\data.ms (-1774) (- m/z 57.05 100.00%
57.0
117.0
5000
‘ 12.50 |
185.0 :
ob——iLd, ! w‘hw“ :‘“ o 290 m/z 117.00  67.85%
miz--> 50 100 150 200 250 300
Abundance #248542: Bis(2-ethylhexyl) maleate
57.0 117.0
5000 MBI J\ :
12.50
m/z 71.05 60.76%
o184 1L | H\ ‘ \\H‘L 185.0 2290 297.0 341
T T T T ‘ T ‘ T T ‘ T T ‘ L ‘ L ‘
miz--> 50 100 150 200 250 300
Abundance #217161: Oxalic acid, 2-ethylhexyl octyl ester
57.0
T T
12.50
5000 m/z 43.05  50.90%
112.0
‘ 157.0
AN 1 O N
m/z--> 50 100 150 200 250 300
Abundance  #111482: Carbonic acid, isobutyl 2-ethylhexyl ester e ‘
57.0 12.50
m/z 70.10 49.13%
5000
112.0
; s
m/z--> 50 100 150 200 250 300 12.50

8270-BF083023.M Th

u Aug 31 13:58:54 2023

Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc OR-345-COMP-04

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 7 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.627 3.17 ng 131099  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 55

Abundance Scan 1792 (12.627 min): BF135023.D\data.ms (-1789) (- m/z 43.05 100.00%
43.0

%

00 150 200 250 300 350
#179093: Octadecanoic acid

m/z-->
Abundance

%

5000 129 1
1851 241.2
‘ 284 3 12.50 13.00
ok u‘ kg w A b+ m/z 73.00  83.97%
1

129.0
500008.0 284.0
185.0 241.0 12.50 13.00
m/z 57.10 78.44%
0 ‘\‘!‘\ HM\ i “‘\‘ ‘L‘\“ ‘\“‘ ‘\‘\‘ : “‘ .
miz—-> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
Y o
12.50 13.00
m/z 59.95 76.75%
5000 284.0 /
3.0 1290
Uil 1850 2410
ok \‘\M u‘H M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0 12.50 13.00
m/z 55.00 73.41%
5000 129.0
29.
O\M,lm N — —
m/z--> 50 1 00 1 50 200 250 300 350 12.50 13.00

8270-BF083023.M Thu Aug 31 13:58:56 2023 Page: 9



Data Path :

Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21
Operator : CG\JU

Sample : 04196-22

Misc

ALS vial : 11 Sample Multiplier:

Quant Method :
Quant Title

TIC Library

1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\

OR-345-COMP-04

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R.T. EstConc Area
13.327 9.32 ng 301428
Hit# of 5 Tentative ID

8 Cyclohexane, 3,4-bis(1-meth...

Relative to ISTD

Chrysene-d12

Concentration Rank 3

1 Cyclohexane, 3,4-bis(1-methyleth...

2 Cyclohexane, 1,1-dimethyl-2,4-bi..

3 Silane, monochloride, methylviny...
4 Silane, monochloride, methylviny...
5 1,4-Methanonaphthalene, 6,7-diet...

. 192

218
218
206

C14H24
C1l4H24

CleH19Cl0Si1
C1oH19Cl0Si

C15H26

061142-74-3 56
062337-98-8 56
1000421-06-3 41
1000421-09-7 35
016539-02-9 30

55.0, 9

5000
205.2

Abundance Scan 1911 (13.327 min): BF135023.D\data.ms (-1895) (-
.0

m/z

A

=

95.05 100.00%

P P
T“G'z 3021 54, 13.00 13.50
0 I U“M J“m LTS m/z e9.08 96.46%
miz--> 50 100 150 200 250 300
Abundance #66999: Cyclohexane, 3,4-bis(1-methylethenyl)-1,1-dime
69.0
5000 109.0 = e
13.00 13.50
29. 49.0 m/z 55.00 87.72%
LU Lt
04 L U M\‘H \H“"‘M‘ ‘\“\H\ } \“\ T \“ L B B
miz--> 50 100 150 200 250 300
Abundance #67001: Cyclohexane, 1,1-dimethyl-2,4-bis(1-methylethe
69.0
P e
13.00 13.50
5000 109.0 m/z 67.08  67.89%
29. 49.0
N |1
m/z--> 50 100 150 200 250 300
Abundance #95858: Silane, monochloride, methylvinyl(cis-2-methylcy P ——
95.0 161.0 13.00 13.50
m/z 123.10 67.53%
5000
55. 218.0
0 ’ Ly L“M H‘} \“‘\“h\ ‘\‘ \! — jall 'l —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc . OR-345-COMP-04

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 9 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.810 7.44 ng 240607  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91

Abundance Scan 1993 (13.809 min): BF135023.D\data.ms (-1988) (- m/z 57.05 100.00%
57.0
5.1 — ——
l‘f\ 248.2 13.50 14.00 ;
O L e e e e m/z 43.05 87.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
5000 — ——
13.50 14.00
5.0 m/z 55.05 76.28%
OHJ\ “HT‘J\‘}\w\\j\“\‘H\‘%2\3\?‘.\0\\\‘\\\\‘H\\‘4\\3\4\'-‘(\)\\\‘\\\\‘\\\\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 83.10 69.34%
5.0
ol 02 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene o —
57.0 13.50 14.00
m/z 69.05 62.05%
5000
5.0
o LU 11960 26203540
A e e e e e — —
mlz--> 50 100 150200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc OR-345-COMP-04

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.821 4.47 ng 157138  Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 90
3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
5 2,6,10,14-Hexadecatetraenoic aci... 318 C21H3402 042207-88-5 72
Abundance Scan 2165 (14.821 min): BF135023.D\data.ms (-2161) (- m/z 69.05 100.00%
69.0
5000 MIWMNAWMANwMMNNWN
== =
| 1631 2211 14.50 15.00
0 Hw‘w“” ; ‘“ 00,2211 2754 3411 m/z 81.e5  53.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — —
14.50 15.00
m/z 41.05 27.73%
137.0
0270 4 iy |, 1910 2730 3410 410,
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69.0
— ——
14.50 15.00
5000 m/z 95.10 13.46%
27 ‘ 123.0
T
m/z--> 50 100 150 200 250 300 350 400
Abundance #66993: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- — —
69.0 14.50 15.00
m/z 68.00 10.80%
5000
27, 137.0
A0 P0 VY TS I PUNV Py
miz--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135023.D

Acqg On : 31 Aug 2023 01:21

Operator : CG\JU

Sample : 04196-22

Misc . OR-345-COMP-04

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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|
2-Pentanone, 4-... 5.022 3.5 ng 136559 1 6.769 786648 20.0
Ethanol, 2-(2-e... 6.604 3.5 ng 136079 1 6.769 786648 20.0
2,4,7,9-Tetrame... 9.257 46.7 ng 2410290 3 9.810 1032820 20.0
n-Hexadecanoic ... 11.839 11.7 ng 484651 4 11.298 826249 20.0
trans-13-Octade... 12.416 2.7 ng 110200 4 11.298 826249 20.0
Bis(2-ethylhexy... 12.563 2.5 ng 103918 4 11.298 826249 20.0
Octadecanoic acid 12.627 3.2 ng 131099 4 11.298 826249 20.0
Cyclohexane, 3,... 13.327 9.3 ng 301428 5 13.957 646616 20.0
Heptadecyl hept... 13.810 7.4 ng 240607 5 13.957 646616 20.0
Supraene 14.821 4.5 ng 157138 6 15.427 703669 20.0
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