LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137074.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.004 493 496 503 rBV 35803 39289 5.83% 0.743%
2 5.428 565 568 580 rBvV 411488 422842 62.71% 7.996%
3 6.434 736 739 753 rBV 377355 388215 57.57% 7.341%
4 6.781 795 798 804 rVB 249025 214149 31.76% 4.050%
5 7.345 890 894 903 rBV 272061 253423 37.58% 4.792%
6 8.040 1008 1012 1013 rBV 13454 12998 1.93% 0.246%
7 8.057 1013 1015 1021 rVB 286711 241230 35.78% 4.562%
8 8.645 1112 1115 1119 rBV 23479 18116 2.69% 0.343%
9 9.075 1186 1188 1193 rVB 9856 8622 1.28% 0.163%
10 9.134 1195 1198 1208 rwVv 611804 486289 72.12% 9.196%
11  9.210 1208 1211 1215 rVB 30456 28707 4.26% 0.543%
12 9.475 1252 1256 1258 rBV4 8402 9157 1.36% 0.173%
13  9.516 1260 1263 1265 rBV3 10637 10521 1.56% ©0.199%
14  9.745 1299 1302 1307 rVB 47580 36591 5.43% 0.692%
15 9.816 1307 1314 1318 rBV 361949 288561 42.79% 5.457%
16 9.975 1337 1341 1344 rBv4 5863 8558 1.27% 0.162%
17 10.063 1353 1356 1360 rBv4 13175 14928 2.21% 0.282%
18 10.134 1365 1368 1372 rBV5S 6331 8624 1.28% 0.163%
19 10.222 1379 1383 1384 rBV4 8397 9390 1.39% 0.178%
20 10.245 1384 1387 1390 rVB 61832 45680 6.77% ©0.864%
21 10.463 1417 1424 1431 rBV 20743 29918 4.44% 0.566%
22 10.610 1446 1449 1459 rVB 352863 308378 45.73% 5.832%
23 10.722 1464 1468 1474 rBV 70403 87841 13.03% 1.661%
24 10.916 1498 1501 1505 rBV6 7466 11729 1.74% 0.222%
25 11.045 1519 1523 1525 rBV4 7194 8352 1.24% 0.158%
26 11.169 1541 1544 1547 rBV 58440 50245 7.45% 0.950%
27 11.198 1547 1549 1556 rVB2 25854 27745 4.11% 0.525%
28 11.310 1564 1568 1572 rBV 408319 341347 50.62%  6.455%
29 11.481 1595 1597 1601 rVB5 8075 8692 1.29% 0.164%
30 11.598 1614 1617 1620 rBV 60079 47315 7.02% 0.895%
31 11.645 1623 1625 1631 rvB3 7278 8223 1.22% 0.156%
32 11.769 1642 1646 1650 rBv7 5225 10935 1.62% 0.207%
33 11.839 1656 1658 1665 rBV2 67330 69525 10.31% 1.315%
34 12.010 1684 1687 1690 rBV 60800 48864 7.25% 0.924%
35 12.363 1744 1747 1750 rBV4 9071 12591 1.87% 0.238%
36 12.398 1750 1753 1757 rVB 51947 43932 6.52% 0.831%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.533 1773 1776 1779 rBV2 14708 17977 2.67% 0.340%
38 12.633 1790 1793 1796 rBvV3 16016 16526 2.45% 0.313%
39 12.775 1810 1817 1820 rBV2 56840 77822 11.54% 1.472%
40 12.904 1835 1839 1842 rBV 818223 674293 100.00% 12.751%
41 13.080 1866 1869 1873 rVB5 9858 14869 2.21% 0.281%
42 13.133 1875 1878 1881 rBV 38204 35432 5.25% 0.670%
43 13.475 1933 1936 1939 rBV 40578 39165 5.81% 0.741%
44 13.810 1990 1993 1995 rBV 28537 28131 4.17% 0.532%
45 13.969 2016 2020 2024 rBV 383269 355074 52.66% 6.715%
46 14.127 2044 2047 2051 rBV 26179 24256 3.60% 0.459%
47 14.433 2096 2099 2102 rBV2 28615 34981 5.19% 0.662%
48 15.463 2269 2274 2280 rBV 194226 277829 41.20% 5.254%
49 16.439 2436 2440 2443 rBV6 17845 30195 4.48% 0.571%
Sum of corrected areas: 5288072
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF137074.D\data.ms
800000

700000
600000

500000
5.428
400000 6.434

300000 6.781 7.345

200000

100000
5.004

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF137074.D\data.ms

800000

12.904

700000

9.134
600000

500000
11.310
400000 9.816 10.610

300000 8.057
200000

100000 10.245 0722  11.16 11.50611.839 010 12398 1277 13133

8.040 8.645 go@mﬁwm W ﬂM& mm. wluxma 12.

ot e ‘ R
Time--> 8.00 8.50 9.00 9.50 10.00 1050 11.00 11550 12.00 1250 13.00

Abundance TIC: BF137074.D\data.ms
800000

700000
600000
500000 13.969
400000
300000
200000

100000

O 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\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.004 3.67 ng 39289 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Octanol 130 C8H180 000589-98-0 25
4 3-Hexanol 102 C6H140 000623-37-0 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 496 (5.004 min): BF137074.D\data.ms (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e
‘ 83.1 4.60 4.80 5.00 5.20 5.40
Obrrrprrrrprrrrprerdiie ol ey | M/Z 59.10 53.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BN AL B B
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 19.81%
15.0 101.0
0 2%\ L | 830 | ‘
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R A RARR
570 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 13.38%
29.0 101.0
Ol byl T30 87O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15661: 3-Octanol [ e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.22%
5000 21.0 83.0
Obrrr e el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.745 2.54 ng 36591  Acenaphthene-die 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 78
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 78

Abundance Scan 1302 (9.745 min): BF137074.D\data.ms (-1299) (-) m/z 57.05 100.00%

57.0
5000 85.1

9.50 10.00
113.1
‘H‘H‘qhH%_N:WWHJk‘w‘m%§39“u‘w‘u‘_‘u‘u“ m/z 43.10 68.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90190: Pentadecane
57.0

5000 = A
85.0 9.50 10.00

o

\\ Lol 13014101680 2120

L ‘ TirTT ‘ L \ T ‘ T \ T ‘ rrTT ‘ TTTT ‘ TTrTT ‘ TTTT ‘ L ‘ LI ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
N a /N\/\}\"\A

o

9.50 10.00
5000 85.0 m/z 85.10 40.92%
29.0
bl L | 301001680 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0 9.50 10.00

m/z 41.05 32.00%

5000
85.0
29.0
0 | L I n“w |113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.245 3.17 ng 45680  Acenaphthene-d10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetracosane 338 (C24H50 000646-31-1 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 1387 (10.245 min): BF137074.D\data.ms (-1384) (- m/z 57.05 100.00%
57.0
5000
99.1 ‘10‘00‘ EI.O‘Sd
LT 1 : >
ob bl 0t e e m/z 43.10 73.65%
miz-> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 T
10.00 10.50
m/z 71.10 59.61%
ebl 1| %% w0 rsso 0
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
il e S
10.00 10.50
5000 m/z 85.10 37.24%
99.0
0 \‘ L “ M\ ‘h\ h‘ | }4\19 :‘1830 225.0 267.0 338.
el S e
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0 10.00 10.50
m/z 41.05 37.04%
5000
9.0
0 Ll H\ by :\I'4;|"0 183.0 268.0
I e B A B e B —— ——
m/z--> 50 100 150 200 250 300 10.00 10.50

8270-BF122023.M Tue Jan 16 11:24:59 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34

Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.463 2.07ng 29918  Acenaphthene-die 5.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 Cl8H38 003892-00-0 80

000593-49-7 80
000593-45-3 64
107770-99-0 59
054833-48-6 59

2 Heptacosane 380 C27H56
3 Octadecane 254 C18H38
4 3,5-Dimethyldodecane 198 C14H30
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

Abundance Scan 1424 (10.463 min): BF137074.D\data.ms (-1417) (- m/z 57.05 100.00%

57.0
5000

T
‘ ‘ %9.0 154.9 10.50
ol b m/z 43.05  46.45%
miz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 R
10.50
m/z 71.10 43.60%
Ll F [/ 141.01830 2390
T \ ‘ T ‘ T \ \ ‘ T \ \ T ‘ T T T ‘ T 1T ‘ T 1T ‘ T 1T

miz--> 0 100 150 200 250 300 350

v

Abundance #287977: Heptacosane
57.0
10.50
5000 m/z 84.95 27.27%
oL \ \ | F ‘%410183022502670 323.0 380.
iy A e
m/z--> 50 100 150 200 250 300 350 NAWNAM
Abundance #141056: Octadecane MJy e
57.0 10.50
m/z 41.05 20.05%
h WJM/\/M»/L
oLl mowme w0 o
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Tridecane, 1-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.722 5.15 ng 87841  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 87
3 Eicosane 282 C20H42 000112-95-8 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
Abundance Scan 1468 (10.722 min): BF137074.D\data.ms (-1464) (-} ' m/z 57.05 100.00%
57.0
99.1 ‘10‘50‘ ‘11‘00‘
- ““M A d [ 1830500 2402 334310 68.94%
miz-> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 il s
10.50 11.00
m/z 71.05 61.68%
‘ 99.0 183.0
0 \“\‘ ‘\“ ‘“ T ““ \“‘\ “‘ \‘ \%4\;.‘(‘)\ T \‘\ LA N B \3|1\O\0\ T
miz--> 50 100 150 200 250 300
Abundance #193300: Dodecane, 1-iodo-
57.0
e —
10.50 11.00
5000 m/z 85.05 39.49%
99.0 1550
o B N e C 2 B
miz--> 50 100 150 200 250 300 M
Abundance #176386: Eicosane O —r
57.0 10.50 11.00
m/z 41.05 30.88%
5000
99.0
0 J . | 4 1410 183.0 2250 2820
I A B A A B e T e — ——
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Dodecane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.169 2.94 ng 50245  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 83
4 Hexadecane 226 Cl6H34 000544-76-3 78
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 72

Abundance Scan 1544 (11.169 min): BF137074.D\data.ms (-1541) (- m/z 57.05 100.00%
57.0

o ML\AM}\\

Pl
99.1 11.00 11.50

155.2
bbb 18B2 1950 L, 4365 73.74%

L u“
m/z--> 50 100 150 200 250 300
Abundance #193300: Dodecane, 1-iodo-

57.0

5000 T
11.00 11.50
m/z 71.05 61.84%

99.0 1550
T “\ ‘i“ ‘h ‘\ ““ iy L \‘ i T ‘ = \1\97’9 LA B B B s B
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0

— T
11.00 11.50

o

o

5000 m/z 85.10 48.11%
99.0
LT <
mlz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- — 4
57.0 11.00 11.50

m/z 41.05 37.31%

h W
99.0 183.0
| 141.0 310.!

m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.598 2.77 ng 47315  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1617 (11.598 min): BF137074.D\data.ms (-1614) (- m/z 57.05 100.00%

57.0
5000 85.1

T
113.1 11.50 12.00
141.1 169.1
‘H‘H‘wHNM‘W‘ﬂuuhu‘wu‘W‘H‘_‘H‘H%?%Qw‘uw“ m/z 43.10 64.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0

5000 —r— —
85.0 11.50 12.00

29, m/z 71.10 63.06%

\ L [MP0141016001060 240
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107216: Hexadecane
57.0
—T

o

o

11.50 12.00
m/z 85.10 41.54%
5000 85.0
29.0
oo L R0 1680 1570 2260
e A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane T ‘

57.0 11.50 12.00

m/z 41.05 32.94%

5000 65,0
29.0
\‘m I 113.0 141.0 169.0  212.0

0“wu‘w‘H‘_ﬂmphHMHﬂw‘h‘_‘u‘uu‘u‘w‘u‘_‘uw‘ —— —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.839 4.07 ng 69525  Phenanthrene-dio 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 1658 (11.839 min): BF137074.D\data.ms (-1656) (- m/z 73.00 100.00%
43.0 73.0
5000 129.1
213.2 — “nion) s
H 157.1185.1 11.50 12.00
W m/z 43.05 98.26%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 \‘ 1
129.0 11.50 12.00
213.0 m/z 60.00 87.92%
L] HH 157.0185.0
0 \H’\EHM‘HH\H\”M\‘H!\H“‘\\‘”‘}‘\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #92068: Tridecanoic acid
73.0
43.0 R (AP
— ; s
11.50 12.00
5000 m/z 55.05 76.02%
129.0
.
0‘H,ﬁuwhmwMHNM%‘HWHMWMMWHM_\H_HL_HW‘HWH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #46965: n-Decanoic acid — —
60.0 11.50 12.00
m/z 57.05 76.02%
5000 129.0
200 87.0
LML | 720
Om,‘mim“‘ HM“‘”!‘H““H‘MHM““m‘uH“m‘uu“m‘uwu — ——
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.010 2.86 ng 48864  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 1687 (12.010 min): BF137074.D\data.ms (-1684) (- m/z 57.05 100.00%
57.0
e /\M
T \
99.0
|4 L, 2952 207 2
ol bbb b R m/z 43.10  71.43%
miz-> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
5000 —
12.00
‘ 99.0 m/z 71.05 60.18%
01\5\0\ ‘\" T “H‘ \‘H‘\ h“ \”‘ \}\4\‘1.‘0‘\ :!\_8\3\0‘ \22\5\0\ T \2?6|0\ T
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
T \
12.00
5000 m/z 85.05 47 .86%
99.0
0 \‘ | ‘“\ ‘h\ h‘ | }4\19 1830 225.0 267.0 338.
el e
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- —
57.0 12.00
m/z 41.05 31.77%
- m
99.0 155.0 197.0
0 “W‘$,‘M‘“‘\J‘M R R S A —
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 10 3-Ethyl-2,6,10-trimethylund... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.398 2.57 ng 43932  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 1753 (12.398 min): BF137074.D\data.ms (-1750) (-} | m/z 57.05 100.00%
57.0
e \mAmx/deLMAMﬁMmkwwﬂwf
99.0 1256 iz%d
‘h bl 24 17722081 2392 / ' P
0"HH“‘H_m‘WHM‘Hwm‘wmmWHHM‘HMHW‘HWH‘WHH‘H‘ m/z 71.05 67.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
5000 — AR
12.00 12.50
m/z 43.10 61.76%
027‘ ‘ | ‘99\0 1410 183.0 226.0
\‘HH‘\\\\‘\\\\‘H\\‘\H\‘H\\‘\\\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
— ——
12.00 12.50
5000 m/z 85.10 40.39%
113.0
183.0
Y i N T 2.
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane o —
57.0 12.00 12.50
m/z 41.10 28.83%
- W
99.0
0 zﬂ M\H |, 1410 1830 2250 282.(
wHH“‘H_HWHH‘HH_HWH‘WHHMHW‘HWHHMH‘_HWH‘ — —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Hexadecane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.775 4.38 ng 77822  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 86
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 83

Abundance Scan 1817 (12.775 min): BF137074.D\data.ms (-1810) (- m/z 57.10 100.00%

57.1
5000

90 2020 T T T T T T
\ } ‘ 240.2 12.50 13.00
0 “‘ ‘\‘H \\‘h‘mh“ \‘h‘\m\ o ‘M‘ 4 \‘m\u\m I fl ‘2‘8‘0‘9‘ R m/z 71.05 71.78%
m/z--> 0 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 — ——

12.50 13.00
m/z 43.05 70.96%

9.0
‘ T \“‘\ “ “ \“‘\ H“ \“ \%4\]_‘0\ ]-\8\2\0‘ T \2\4?.‘0\ L ‘ L ‘ T
m/z--> 0 50 100 150 200 250 300 350
Abundance #123967: Hexadecane, 2-methyl-

57.0

T
12.50 13.00

o

5000 m/z 85.05 47 .56%
9.0 197.0
41.0
oo ULy [[j1e | a0
mlz--> 0 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 12.50 13.00

m/z 41.05 31.66%

o MWM/L/\
239.0

oLl #0180 P9 00

T T
m/z--> 0 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.475 2.21 ng 39165 Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Hexatriacontane 507 C36H74 000630-06-8 83
Abundance Scan 1936 (13.475 min): BF137074.D\data.ms (-1933) (- m/z 57.05 100.00%
57.0
5000 M
99.0 L
||| 2411 189.1 24312811 13.50
ob— \“\‘ ‘\‘\H‘M\‘\H‘ \M ks “m \’n\\‘\ bl \‘\ oL ‘HMH‘\MH‘H N ‘\‘ S ITI/Z 71.10 84.17"0
miz-> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
5000 T
13.50
m/z 43.10 80.26%
99.0
O T \“\ ‘\“ “H\ “H‘ \‘“‘\ h“ \H‘ \%4‘\‘1.’0‘\ ]\-8\3\.()‘ L ‘2\6§.\()\ ‘ L
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
——
13.50
5000 m/z 85.10 45.83%
99.0
oteg | | [T 0 w20
miz--> 50 100 150 200 250 300
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- —
43.0 13.50
m/z 41.10 28.73%
5000 85.0 Wm
ol L1 12701690 2250 2950 337
e ——
m/z--> 50 100 150 200 250 300 13.50
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Data Path : Z:
Data File : BF

Acqg On : 15
Operator : CG
Sample : P1
Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library
TIC Integratio

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
137074.D
Jan 2024 20:34
\JU
136-01 2X

Sample Multiplier: 1

: C:\Database\NIST20.L
n Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 13 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.439 2.17 ng 30195 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 38
2 Pentacosane 352 (C25H52 000629-99-2 38
3 Triacontane 422 C30H62 000638-68-6 22
4 Heptadecane 240 C17H36 000629-78-7 20
5 Heneicosane 296 C21H44 000629-94-7 18
Abundance Scan 2440 (16.439 min): BF137074.D\data.ms (-2436) (-] ' m/z 57.10 100.00%
57.1
5000
——
‘ H ‘ 184.1 243.2287.1 352.1 2021 16.50
ob—+k H! H\H‘ “H ‘H\ Ml‘\ \‘\ \”u\“\“”hh\ m/z 43.00 44 .08%
miz--> 50 100 150 200 250 300 350 400
Abundance #298425: Octacosane
57.0
5000 R
16.50
m/z 85.10 43.53%
LT 1099 2280 2810 gar0 3940
O \‘\ \“ M\“‘\“ \“\“\ “ “‘\“\ \“\“‘ {‘\‘\‘\ ‘l\‘\ \‘\“‘\\\\‘\\\\“\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
570
——
16.50
5000 m/z 71.10 34.27%
0 L h\ \h\ I u‘ \\ L 1\8\30 239.0 295.0 352.0
A A T e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #314330: Triacontane —
57.0 16.50
m/z 99.10 26.16%
5000
22
L 0 250 o o aaa -
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11524\
Data File : BF137074.D

Acqg On : 15 Jan 2024 20:34
Operator : CG\JU

Sample : P1136-01 2X

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-... 5.004 3.7 ng 39289 1 6.781 214149 20.0
Pentadecane 9.745 2.5 ng 36591 3 9.816 288561 20.0
Hexadecane 10.245 3.2 ng 45680 3 9.816 288561 20.0
Pentadecane, 2,... 10.463 2.1 ng 29918 3 9.816 288561 20.0
Tridecane, 1-iodo- 10.722 5.2 ng 87841 4 11.310 341347 20.0
Dodecane, 1-iodo-  11.169 2.9 ng 50245 4 11.310 341347 20.0
Heptadecane 11.598 2.8 ng 47315 4 11.310 341347 20.0
n-Hexadecanoic ... 11.839 4.1 ng 69525 4 11.310 341347 20.0
Heneicosane 12.010 2.9 ng 48864 4 11.310 341347 20.0
3-Ethyl-2,6,10-... 12.398 2.6 ng 43932 4 11.310 341347 20.0
Hexadecane, 2-m... 12.775 4.4 ng 77822 5 13.969 355074 20.0
Nonadecane 13.475 2.2 ng 39165 5 13.969 355074 20.0
Octacosane 16.439 2.2 ng 30195 6 15.463 277829 20.0
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