LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135553.D

Acqg On : @03 Oct 2023 21:18

Operator : CG\JU

Sample : 04627-15 :
Misc : 280-300FB-BACKFILL-08

ALS Vvial : 12 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135553.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.375 555 559 582 rBV 3088368 3265642 94.87% 11.730%
2 6.387 727 731 746 rBV 3352292 3231675 93.89% 11.608%
3 6.575 760 763 778 rBV 104218 127890 3.72%  0.459%
4 6.734 787 790 799 rBV 931406 862018 25.04%  3.096%
5 7.304 882 887 890 rBV 2213782 2058443 59.80% 7.394%
6 8.016 1004 1008 1013 rBV 1300039 1138793 33.08% 4.091%
7 9.092 1186 1191 1194 rBV 3777486 3442106 100.00% 12.364%
8 9.216 1207 1212 1215 rBV 2035603 2040805 59.29% 7.331%
9 9.769 1302 1306 1310 rBV 1385663 1238220 35.97% 4.448%
10 10.569 1437 1442 1453 rBV 2039663 2067960 60.08% 7.428%
11 10.739 1468 1471 1486 rVB 49307 99517 2.89% 0.357%
12 10.851 1486 1490 1497 rBV 62503 84427 2.45% 0.303%
13 10.910 1497 1500 1504 rBV 52363 61614 1.79% 0.221%
14 11.263 1556 1560 1564 rBV 1555744 1277808 37.12% 4.590%
15 11.804 1647 1652 1664 rBV 573233 724318 21.04%  2.602%
16 12.369 1746 1748 1755 rVB 150800 143609 4.17% 0.516%
17 12.516 1770 1773 1776 rVB 255676 200325 5.82% 0.720%
18 12.586 1782 1785 1794 rBV 84130 130726 3.80% 0.470%
19 12.863 1827 1832 1835 rBV 3182418 3120083 90.64% 11.208%
20 13.092 1867 1871 1881 rBV3 56354 120543 3.50% 0.433%
21 13.310 1905 1908 1911 rVB 82509 65220 1.89% 0.234%
22 13.433 1926 1929 1932 rBV3 55480 56931 1.65% 0.205%
23 13.716 1974 1977 1980 rBV 42090 44030 1.28% 0.158%
24 13.769 1980 1986 1987 rBvV2 141618 191426 5.56% 0.688%
25 13.786 1987 1989 2000 rVB2 193996 318681 9.26% 1.145%
26 13.921 2008 2012 2018 rVB 870499 786872 22.86% 2.826%
27 14.086 2037 2040 2045 rBV 39254 36766 1.07% 0.132%
28 14.392 2089 2092 2096 rBV 36030 36975 1.07% 0.133%
29 14.692 2141 2143 2148 rVB2 32447 36098 1.05% 0.130%
30 15.386 2256 2261 2272 rVB 603077 829581 24.10%  2.980%

Sum of corrected areas: 27839102
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @3 Oct 2023 21:18
¢ CG\JU
: 04627-15

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
BF135553.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

280-300FB-BACKFILL-08

Abundance
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9.092

9.216 10.569

11.263

8.016 9.769

11.804
516

12.863

13.0923.3:

0
Time-->

\azc%m

10.00 10.50 11.00 115

0

T
12.00 12.50

25 |

T
13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135553.D\data.ms

13.921
15.386

14.086 14.392 14.692

3.4331%1%

Time-->

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

T ‘ T T ‘ T
17.50 18.00

T ‘ T
18.50

8270-BF091123.M Wed Oct 04 15:50:49 2023

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135553.D

Acqg On : 03 Oct 2023 21:18

Operator : CG\JU

Sample : 04627-15 :
Misc : 280-300FB-BACKFILL-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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-(2-ethoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.575 2.97 ng 127890 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
3 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 45
4 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 39
5 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 38
Abundance Scan 763 (6.575 min): BF135553.D\data.ms (-760) (-) m/z 44.95 100.00%
45.0
5000
72.0 \‘uﬁ/\“\rm‘uu‘uu,\
‘ ‘ 890 104.0 6.20 6.40 6.60 6.80
0 HwWwmmwwluw‘mm"w_m}_WWW m/z 59.080  31.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000
6.20 6.40 6.60 6.80
2900 72.0 m/z 72.00 16.23%
O H]‘-ﬁr\q‘\\\u“\\\\“\‘h\‘H\\}‘\H\‘!‘\‘\\‘\%\9“9\%‘(\)‘ﬁ.\c‘)\\\\‘\\\\%\3\5\’\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10527: Ethanol, 2-(2-methoxyethoxy)-
45.0
A EEaaaRE TS S
6.20 6.40 6.60 6.80
m/z 43.00 13.35%
5000 290
T
Ottt et e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #5303: Acetic acid, hydroxy-, ethyl ester B B R
31.0 6.20 6.40 6.60 6.80
m/z 73.00 11.36%
5000
61.0
ol 150 /| 460 760 104.0
AR R e e e A AARRAaaR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
BF135553.D

: @3 Oct 2023 21:18

: CG\JU

¢ 04627-15

280-300FB-BACKFILL-08

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.216 32.96 ng 2040810  Acenaphthene-d10 9.769

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 53
3 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 47
4 2-Thiophenecarbonitrile 109 CS5H3NS 001003-31-2 47
5 Metacetamol 151 C8HO9NO2 000621-42-1 47

Abundance Scan 1212 (9.216 min): BF135553.D\data.ms (-1207) (-) m/z 43.00 100.00%

43.0
109.1
5000
151.1
R
85.1 8.80 9.00 9.20 9.40 9.60
Ol et btk b 1983 gz 19.18 58.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 I R L B R
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 34.98%
0 :\L\S\P\ ‘\‘ T \“‘”\‘ T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ 1 \‘M“\ “\ — \“ T 1 T \‘\ T ‘]\-?\2\.(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.10 19.95%
NN o Y P S O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100078: Butanamide, N-acetyl-N-(4-hydroxyphenyl)- R R R
109.0 8.80 9.00 9.20 9.40 9.60
m/z 57.10 11.40%
5000 151.0
43.0
0 l L 7]\"0\\ I ‘ | 192.0 22\10
R o e A SAARARE P e S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135553.D

Acqg On : 03 Oct 2023 21:18

Operator : CG\JU

Sample : 04627-15 :
Misc : 280-300FB-BACKFILL-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 11.34 ng 724318  Phenanthrene-di10 11.263
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1652 (11.804 min): BF135553.D\data.ms (-1647) (- m/z 43.10 100.00%
43.1
5000 1291 L
851 2132 I T T I T
| 171-1 ‘ 256 1 11.50 12.00
0 b L L b 08290 ee.00 98.01%
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e —r—r
129.0 11.50 12.00
33.0 213.0 m/z 73.00 97.81%
171.0 ‘
0 “M\‘N \“ T “\ \“ \‘\”“ \‘\“\ T “\ LA |
miz-> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
— —
11.50 12.00
5000 129.0 m/z 57.05 81.02%
29. 171.0
Lo
I P
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid == T
73.0 11.50 12.00
m/z 55.05 73.03%
5000 129.0
29.
199.0 2420
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135553.D

Acqg On : 03 Oct 2023 21:18

Operator : CG\JU

Sample : 04627-15 :
Misc : 280-300FB-BACKFILL-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.369 2.25 ng 143609  Phenanthrene-di10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 87
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 87
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 87
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 86
Abundance Scan 1748 (12.369 min): BF135553.D\data.ms (-1746) (- m/z 55.10 100.00%
55.1
5000 97.1 JJM
— ——
‘ ‘H “ 1381 180.1 222.2 264.1 12.00 12.50
oL Hd “Hw\‘\H; i “\ MLM “‘Mwh‘m oy I — - : T : m/z 69.00 56.98%
m/z--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8.0 e e
12.00 12.50
230 m/z 41.00 55.62%
‘ ‘ WA ‘ 180.0 222.0 264.02
02‘5“0“ I “ | uw w‘th\\‘u\H\‘\\ H‘H\ ks ‘1 e 1“ T ‘H‘ , ‘9\6‘0
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
— ——
12.00 12.50
5000 m/z 74.00 49,05%
87.0
264.0
25.0 180.0 222.0 ‘
ol u“ L H\ et ot o | 2960
m/iz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester b o )\3 =
55.0 12.00 12.50
m/z 43.05 44.38%
5000
‘ 264.0
180.0 222.0
Ll w0l
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135553.D

Acqg On : 03 Oct 2023 21:18

Operator : CG\JU

Sample : 04627-15 :
Misc 280-300FB-BACKFILL-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Bis(2-ethylhexyl) maleate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.516 3.14 ng 200325  Phenanthrene-di10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 64
2 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 38
3 Heptane, 2,3,4-trimethyl- 142 C1OH22 052896-95-4 38
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 35
5 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 35
Abundance Scan 1773 (12.516 min): BF135553.D\data.ms (-1770) (- m/z 57.10 100.00%
57.1
117.0
5000
U \
| ‘ H 171.0 211.1 12.50
ol b bl Ll o2t 7 7110 59.85%
miz--> 50 100 150 200 250 300
Abundance #248540: Bis(2-ethylhexyl) maleate
57.0 11y.0
5000 s :
12.50
m/z 117.00 59.47%
oLt VLl 1710 2195430 o830
T L ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T L T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #128353: Carbonic acid, neopentyl 2-ethylhexyl ester
71.0
Pt ey
12.50
5000 m/z 43.05 49.62%
112.0
il
S [ S
m/iz--> 50 100 150 200 250 300
Abundance #22118: Heptane, 2,3,4-trimethyl- —— ‘
57.0 12.50
m/z 70.10 48.52%
5000
‘ 99.0
olsol L T L
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135553.D

Acqg On : 03 Oct 2023 21:18

Operator : CG\JU

Sample : 04627-15 :
Misc : 280-300FB-BACKFILL-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 6 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.586 2.05 ng 130726  Phenanthrene-di10 11.263
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 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1785 (12.586 min): BF135553.D\data.ms (-1782) (- m/z 43.10 100.00%
43.1 73.0
5000 129.1
— T \
12.50
ol L, m/z 73.05 88.03%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 30
5000 e :
129.0 1250
m/z 60.00 87.55%
‘ 185.0 5410 284
0b— \“ \“\ M\\ \‘H‘ “M”‘L ‘1‘““ T . - . S ‘L — ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
T 1 \
12.50
5000 129.0 m/z 57.05 87.33%
‘ 199.0 2420
oL— ‘\‘ m ’H‘\ h“ “H“H\‘ Hhu\ M\‘u} “‘ ‘l‘eﬂ‘o““ ‘i N “\ P
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid e ‘
73.0 12.50
43.0 m/z 41.05 73.08%
5000 129.0
171.0
‘ ‘ 214.0
0— ‘\‘ HJ]HH h“ “\M‘ “‘H‘h ol “ ‘n“ I “‘ | “\‘ e R
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135553.D

Acqg On : 03 Oct 2023 21:18

Operator : CG\JU

Sample : 04627-15 :
Misc : 280-300FB-BACKFILL-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Carbonic acid, octadecyl pr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.092 3.06 ng 120543  Chrysene-di12 13.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 87
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 80
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 72
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 72
5 Isobutyl octadecyl ether 326 C22H460 1000406-32-9 72
Abundance Scan 1871 (13.092 min): BF135553.D\data.ms (-1867) (- m/z 57.10 100.00%
57.1
5000 M
H s
155.1189.0 :
obr b L gy 152118902251 2811 . 4365 73.77%
miz--> 50 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 —— :
13.00
m/z 71.05 58.30%
oL “‘ n | 1390 1820 2240 2970
T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T ‘ T
miz--> 50 100 200 250 300
Abundance #184136: Octadecane, 1-chloro-
57.0
I \
13.00
5000 m/z 55.05 42.63%
91.0
01‘5"0\“ ‘M \‘ H\‘ ‘\‘N | ﬁ\\?"\q‘ ‘17‘5‘0‘ 2‘17‘0‘?5‘2‘0‘2‘88‘?‘
m/iz--> 50 100 150 200 250 300
Abundance #284588: Sulfurous acid, butyl heptadecyl ester —— ‘
57.0 13.00
m/z 85.05 41.56%
ol L ‘ ‘M | 1990 1830 2390 2910
= e P
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135553.D

Acqg On : 03 Oct 2023 21:18

Operator : CG\JU

Sample : 04627-15 :
Misc 280-300FB-BACKFILL-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1-Decanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.769 4.87 ng 191426  Chrysene-di2 13.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
3 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 86
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 83
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 80

Abundance Scan 1986 (13.769 min): BF135553.D\data.ms (-1980) (- m/z 57.05 100.00%

57.0
5000

111.1 —— —
‘ |‘| 1631 2391 13.50 14.00
O b Al b S e e /2 43,100 74.93%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126381: 1-Decanol, 2-hexyl-
57.0
5000 — ——
1i11.0 13.50 14.00

m/z 71.05 48.00%

\\“\‘g‘\f\f"\i\hWJh‘l\\]-\9\6‘9\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #339001: Octacosyl trifluoroacetate
57.0

T
13.50 14.00

o

5000 m/z 55.00 47 .96%
111.0
ol l“‘“ 1167022202780 3640 437.0489.
R aREas KRR e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #333669: Hexacosyl trifluoroacetate — —
57.0 13.50 14.00

m/z 83.10  38.33%

m M\““J\W

ol ‘ﬁW02202m03%0 409.0461.0
LR D 2220 278.0 3568, TTTTReLD S -

m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135553.D

Acqg On : 03 Oct 2023 21:18

Operator : CG\JU

Sample : 04627-15 :
Misc : 280-300FB-BACKFILL-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 3,6,9,12-Tetraoxatetradecan... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.786 8.10 ng 318681 Chrysene-d12 13.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 83
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 78
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
5 Benzamide, N-ethyl- 149 CSH11NO 000614-17-5 64
Abundance Scan 1989 (13.786 min): BF135553.D\data.ms (-1987) (- m/z 105.00 100.00%
105.0
149.0
5000
51.0 13.50 14, oo
ol L 1961 2331 2810 s 149.00  68.93%
miz--> 50 100 150 200 250
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc
105.0 149.0
5000
13 50 14 00
m/z 77.00 %
ol 280 79:# | L. ] 17902000  267.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #216951: Diethylene glycol dibenzoate
105.0 149.0
13 50 14 00
5000 m/z 51.00 %
51.0
ol5.0 L | | 179.0
ik — —
miz--> 50 100 150 200 250
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0 13.50 14. 00
m/z 106.00 .97%
105.0
5000
ol L 190 2330 |
m/z--> 50 100 150 200 250 1350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135553.D

Acqg On : 03 Oct 2023 21:18

Operator : CG\JU

Sample : 04627-15 :
Misc : 280-300FB-BACKFILL-08

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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-(2-e... 6.575 3.0 ng 127890 1 6.740 862018 20.0
2,4,7,9-Tetrame... 9.216 33.0 ng 2040810 3 9.769 1238220 20.0
n-Hexadecanoic ... 11.804 11.3 ng 724318 4 11.263 1277810 20.0
9-Octadecenoic ... 12.369 2.3 ng 143609 4 11.263 1277810 20.0
Bis(2-ethylhexy... 12.516 3.1 ng 200325 4 11.263 1277810 20.0
Octadecanoic acid 12.586 2.0 ng 130726 4 11.263 1277810 20.0
Carbonic acid, ... 13.092 3.1 ng 120543 5 13.922 786872 20.0
1-Decanol, 2-he... 13.769 4.9 ng 191426 5 13.922 786872 20.0
3,6,9,12-Tetrao... 13.786 8.1 ng 318681 5 13.922 786872 20.0
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