LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BF136834.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.899 133 138 146 rVB 36626 57627 2.87% 0.414%
2 3.352 212 215 233 rBV 33871 75379 3.76% 0.542%
3 5.034 497 501 508 rVB 26865 34723 1.73% 0.250%
4 5.428 564 568 571 rBV 1855391 1655407 82.56% 11.895%
5 6.428 733 738 741 rBV 1643705 1671348 83.36% 12.010%
6 6.781 794 798 802 rBV 515431 398313 19.87% 2.862%
7 7.345 889 894 897 rBV 1235361 1106186 55.17% 7.949%
8 7.598 933 937 945 rBV 24786 21829 1.09% 0.157%
9 8.057 1011 1015 1018 rBV 658808 520322 25.95% 3.739%
106 8.375 1066 1069 1080 rBV 24184 42958 2.14% 0.309%
11  9.134 1193 1198 1202 rBV 2169006 2005035 100.00% 14.408%
12 9.816 1310 1314 1317 rBV 673007 587560 29.30% 4.222%
13 9.916 1326 1331 1339 rVB2 26325 38482 1.92% 0.277%
14 10.610 1445 1449 1452 rBV 1314272 1171411 58.42% 8.418%
15 11.304 1564 1567 1571 rBV 698141 605050 30.18% 4.348%
16 11.839 1655 1658 1673 rBV 196184 263416 13.14%  1.893%
17 12.092 1697 1701 1704 rBV 42747 34640 1.73%  0.249%
18 12.633 1790 1793 1806 rBV3 31685 62913 3.14% 0.452%
19 12.904 1834 1839 1842 rBV 1971690 1714598 85.51% 12.321%
20 13.133 1873 1878 1881 rBV 29737 25032 1.25% ©0.180%
21 13.480 1932 1937 1940 rVB2 26064 31828 1.59% 0.229%
22 13.810 1989 1993 1997 rBV 237937 192457 9.60% 1.383%
23 13.886 1997 2006 2012 rBV1e 24954 86931 4.34% 0.625%
24 13.963 2015 2019 2025 rVB 429162 402173 20.06% 2.890%
25 14.127 2042 2047 2050 rVB2 34328 34885 1.74% 0.251%
26 14.433 2095 2099 2103 rBV 165406 159286 7.94% 1.145%
27 14.745 2147 2152 2156 rVB2 21758 28415 1.42% 0.204%
28 14.892 2174 2177 2180 rVB3 23434 23341 1.16% ©0.168%
29 15.086 2206 2210 2215 rVB 71287 79861 3.98% 0.574%
30 15.168 2221 2224 2228 rBV 22118 25890 1.29% 0.186%
31 15.445 2265 2271 2280 rBV 276457 380861 19.00% 2.737%
32 15.680 2308 2311 2316 rVB7 19348 27552 1.37% 0.198%
33 15.921 2347 2352 2358 rVB 49595 74815 3.73% ©.538%
34 16.051 2366 2374 2384 rBV6 30081 79860 3.98% 0©.574%
35 16.704 2479 2485 2489 rBV8 14752 30967 1.54% 0.223%
36 16.745 2489 2492 2499 rVBS8 17365 30029 1.50% 0.216%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

37 17.057 2540 2545 2552 rVB4 17740 36127 1.80% ©0.260%
38 17.798 2663 2671 2679 rVBS 38755 98783 4.93% 0.710%

Sum of corrected areas: 13916290
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 29 Dec 2023 17:44
¢ CG\JU
. 05897-02

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
BF136834.D

Sample Multiplier: 1

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

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

Abundance

2000000

1500000

1000000

500000

Time-->

TIC: BF136834.D\data.ms

5.428
6.428

7.345

6.781

2.899 3352 5.034 7.598

OL

TT T T T T[T r i rrril \‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\ ‘W_r

TWW"T’TY_F
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

2000000

1500000

1000000

500000

TIC: BF136834.D\data.ms

9.134

12.904

10.610

8.057 9.816 11.304

11.839
916 L 12.092 12633 || 13.133

0
Time-->

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

Time-->

TIC: BF136834.D\data.ms

13.963
13.810 15.445

14.433
13.480  13.88614.127 14. 71589218568 15.68015-981051 1667045 17.057 17.798

T ‘ T T ‘ T
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\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44

Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.899 2.89 ng 57627 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 83
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 53
3 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 42
4 Furazan-3-o0l, 4-amino- 101 C2H3N302 159013-90-8 40
5 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 40
Abundance Scan 138 (2.899 min): BF136834.D\data.ms (-133) (-) m/z 43.00 100.00%
43.0
101.1
5000 0
721 UL R R R R L R

‘ 58.0 ‘ 85.0 2.60 2.80 3.00 3.20
bl b L 899 L m/z 1e1.10  51.75%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9276: 1,3-Dioxolane, 2,2,4-trimethyl-

43.0
5000 T T T T T
101.0 2.60 2.80 3.00 3.20
72.0 m/z 42.10 28.61%
27.0 58.0
0 i AL I, 86.0 _115.0

H\‘\H\‘HH‘\H\‘H\\‘HH‘\\\\’\\\\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4529: 2,3-Butanedione, monooxime

43.0 m

2.60 2.80 3.00 3.20

5000 m/z 72.10  17.48%
101.0
15.0 58.0
S e R NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4547: Isopropyl isothiocyanate AR EARNEEEEE T
43.0 2.60 2.80 3.00 3.20
101.0
m/z 41.00 17.21%
5000
60.0
86.0
OH“‘H“HH“H“‘H‘“11‘1“"H“,lH“H!“HH,‘MHWHW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 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 (S)-(+)-1,2-Propanediol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.352 3.78 ng 75379  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 74
2 Propylene Glycol 76 C3H802 000057-55-6 9
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
4 Formamide 45 CH3NO 000075-12-7 5
5 Methoxyacetic acid, pentyl ester 160 C8H1603 168920-35-2 4
Abundance Scan 215 (3.352 min): BF136834.D\data.ms (-212) (-) m/z 45.10 100.00%
45.1
5000
e ARASaEaEEaa
61.0 3.00 3.20 3.40 3.60
Ol et e S92 m/z 43.00  20.61%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 PP TP T T T T T

3.00 3.20 3.40 3.60
m/z 44.00 6.24%

31.0
0\\\‘\\\1\9‘0\\\‘\“‘\\\\‘\1\\‘5\3\0\\6’1‘\0\\\‘\7\5.\0\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
450 A
SUNN RN T RN —
3.00 3.20 3.40 3.60
5000 m/z 61.00 5.75%
29
0 19.0 ‘\\370\“53.0‘61'0 76.0
T R T e e
m/z--> 10 20 30 40 50 60 70 80 90 A
Abundance #1091: R-(-)-1,2-propanediol S RARRRRRRY ‘W‘ REREEE
45.0 3.00 3.20 3.40 3.60
m/z 46.10 2.98%
5000
o”wm;mu\‘wm;;\1;wﬁ?»‘-q\?f:‘?”_?6‘-9_‘”_
mlz--> 10 20 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.839 8.71 ng 263416  Phenanthrene-di10 11.304
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 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 1658 (11.839 min): BF136834.D\data.ms (-1655) (- m/z 43.05 100.00%

43.0 (73.0
5000
1291

| Hw 157.21852213.2 11.50 12.00
0 W\\w L0 o Hw‘www“_mws_ m/z 73.00 94.89%
miz—-> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid

2 2

430 73.0 256.0

5000
129.0 11.50 12.00

m/z 60.00 93.63%

213.0
157.0185.0
0 1‘?‘0“”“&””!\\ (ﬂ ‘w‘\\‘\”‘HH‘H‘H‘“‘”\“H““\‘H‘HH“‘
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
430 73.0

[ I

11. 50 12 00
5000 129.0 m/z 57.10 78.24%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid

43.0 ,73.0 11. 50 12 00

m/z 41.05 75.29%

5000 129.0
199.0
s e TS
15.00 If gb il ol i \m u L

m/z--> 20 40 60 80100120140160180200220240260 1150 1200

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 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 4 Dodecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.633 2.08 ng 62913  Phenanthrene-di0 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 52
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
4 Octadecanoic acid 284 C18H3602 000057-11-4 43
5 Lactose 342 C12H22011 000063-42-3 43
Abundance Scan 1793 (12.633 min): BF136834.D\data.ms (-1790) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
185.1 241.3 L T
‘ ‘ ‘ 284. 12.50 13.00
oLl ‘H‘H‘\ b vl v LT w2 73,00 97.19%
m/z--> 50 100 150 200 250
Abundance #75717: Dodecanoic acid
73.0
43.0
so00 i
129.0 . :
2000 m/z 57.00  80.74%
ol— ‘\‘ U‘\‘u‘u‘ HLW ‘HM\‘ \H\“‘ ‘h“‘ I \M ‘1%4‘*0‘ . G
m/z--> 50 100 150 200 250
Abundance #46964: n-Decanoic acid
60.0
T 4
12.50 13.00
m/z 41.00 80.67%
50001 29.0 129.0
172.0
0 ; H\“H‘d‘ Hm ‘MMP‘Z\"\OM\“ I ‘\‘ ; “ — —
miz--> 50 100 150 200 250
Abundance #143507: n-Hexadecanoic acid — —
43.0 73.0 12.50 13.00
m/z 60.00 79.25%
5000
129.0 256.0
LS, L e 2o
oL—L H‘M‘ ‘u\“u‘h‘\ o i o “‘ L M\MN L M\A‘A |
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 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 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.810 9.57 ng 192457  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 1993 (13.810 min): BF136834.D\data.ms (-1989) (- m/z 57.05 100.00%
57.0
5000
‘ ‘ 9‘1 M1 1974 13.50 14.00
ol AALLL 8T 10712303 2054 m/z 71.10  65.07%
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
5000 A e
13.50 14.00
m/z 43.10 63.54%
LU »\ 141018302250 2810 3370 3044
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
= =
13.50 14.00
5000 m/z 85.10 46.02%
‘ 9.0
141.0
o150 L1 [ 1¥10ms0z50 2080
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane - S
57.0 13.50 14.00
m/z 41.05 22.53%
5000
‘ 9.0 41.0 240.0
ols0 | 1 14101830 2400 SESRUA
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44

Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 6 Carbonic acid, hexadecyl 2,... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.886 4.32 ng 86931  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 94
2 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 93

5 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 93
Abundance Scan 2006 (13.886 min): BF136834.D\data.ms (-1997) (- m/z 43.00 100.00%
43.0
97.0
5000
139.1 13%6 H4bd
i \M\ Al 2090 281.0 ' ' P
ob—— MR By 281D sz 57,08 96.99%
miz--> 50 100 150 200 250
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es
83.0
43.0
5000
13.50 14.00
25.0 m/z 55.00 81.40%
WAL L ysemo 580
o ‘\Mw‘\} \’\\;‘ Ll “ \U\\‘\‘\‘H\M\'I‘?‘g'\g‘ “H\‘ , ‘\‘ T
miz--> 50 100 150 200 250
Abundance #211541: Tetradecyl trifluoroacetate
55.0
97.0 = —
13.50 14.00
5000 m/z 97.05  71.78%
168.0
o150, L L1 | 150" 20702410 2
miz--> 50 100 150 200 250 e,
Abundance #179255: n-Nonadecanol-1 RAR L AL
43.0 83.0 13.50 14.00
m/z 83.05 71.66%
5000
ol UL LT g0 apgmen DU
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.433 7.92 ng 159286  Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 91
3 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2099 (14.433 min): BF136834.D\data.ms (-2095) (- m/z 57.05 100.00%
57.0
- ‘LJLM
‘ 14.50
1411 -
olLhLL H L 183122812670 39T 43065 71.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 T
14.50
9.0 m/z 71.05 64.75%
0 L uh\ \\ “ h 4\1 \\01\8:\3 922502670 33\80
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #336598: Hexacosane, 1-iodo-
57.0
P
14.50
5000 m/z 85.10 50.52%
Lol ‘ | \1\5??19702390281032303650
o R ‘ Rt
m/z--> 50 100 150 200 250 300 350 400 A»WVA
Abundance #340844: Octacosane, 1-iodo- T P
57.0 14.50
m/z 55.05 24.80%
5000
9.0
ol i \1\5\5?19?9239028103230 395.0
L e AL AL e et e S ——
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF122023.M Mon Jan 01 02:07:21 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.086 4.19 ng 79861  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2210 (15.086 min): BF136834.D\data.ms (-2206) (- m/z 57.10 100.00%
57.1
5556 |
2071 :
ol “w‘u‘hwn‘ L4 1030770 2810 3410 ./, 43.16  68.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 ——
15.00
m/z 71.05 67.14%
113.0
ol bl b LA 1T 169.0 225.0 281.0 337.0 394.0
\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
T \
15.00
5000 m/z 85.05 50.20%
0 Jbh ‘\‘ h‘ “‘ ] \6\99‘2250 281.0 337.0 42?'(
e L L B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- —
57.0 15.00
m/z 55.00 21.84%
h WW
ol 1177 1690 2250 2810 3650
H““““““‘“‘“““““H“““““‘ ——
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.921 3.93 ng 74815  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 90
4 Docosane 310 C22H46 000629-97-0 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2352 (15.921 min): BF136834.D\data.ms (-2347) (- m/z 57.05 100.00%
57.0
o MJLM
9.1 LA
41.1 16.00
0 "JV‘WJwWW‘mW‘M”uw%??j“"%ggq‘ T m/z 71.10 72.63%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 T
16.00
9.0 m/z 43.05 64.19%
0 \“\ ‘\“‘ \““‘ \H‘\ h“ \“‘ \1\ “ “‘\1“\8\3\0‘2\2\5\\0‘ \2\8\2\0‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
——
16.00
5000 m/z 85.05 55.14%
ol | “‘L H 1 141-0183.0225.0267.0309.0 3650
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- —
57.0 16.00
m/z 55.00  25.25%
o WJ\NMMW
0 ‘\‘w‘f???97‘9‘2‘399?‘8?ﬂW_m .
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 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 10 2-Pentadecanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.051 4.19 ng 79860  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 53
2 6-Hydroxy-6-methyl-2-heptanone 144 C8H1602 1000432-37-3 43
3 2-Undecanone 170 C11H220 000112-12-9 43
4 2-Dodecanone 184 C12H240 006175-49-1 43
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 43

Abundance Scan 2374 (16.051 min): BF136834.D\data.ms (-2366) (- m/z 59.00 100.00%
59.0

5000

127.0 1649 231.C
0,

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107144: 2-Pentadecanone
58.0
5000

16.00
m/z 43.00  73.54%

85.0
29.0
0\\\‘\‘\‘\\‘\\\m‘\w‘w\“h\‘\\‘!“\\’\]\?\"\Iﬁs‘\o\\\1‘§\8\\0‘\1\\939\\2‘2\?\(\)‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24163: 6-Hydroxy-6-methyl-2-heptanone
59.0
T
16.00
5000 m/z 71.10  42.42%
116.0
3%0 Msao ‘
L SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45376: 2-Undecanone — ‘
43.0 16.00
m/z 55.05 30.03%
5000
71.0
‘H‘H“_“‘H“_‘H“H‘_‘H“H‘_“W‘H‘_“W‘H“ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS vial : 18 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 unknownl7.798 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.798 5.19 ng 98783  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinolin-4-o0l, 6-methyoxy-2-methyl- 189 C11H11NO2 015644-90-3 25
2 7.alpha.-Ethyl-8.beta.-hydroxy-2... 208 C14H240 1000077-92-4 25
3 9-Borabicyclo[3.3.1]nonan-9-amin... 205 C13H24BN 143122-94-5 18
4 5.alpha.-Hydroxy-4.alpha.,8,10,1... 220 C15H240 141922-47-6 18
5 (R)-2-((4as,8aR)-4a-Methyl-8-met... 220 C15H240 028102-68-3 15
Abundance Scan 2671 (17.798 min): BF136834.D\data.ms (-2663) (- m/z 104.95 100.00%
55.0 [105.0
189.1 245 1
5000
Ar- 3271 408. —L ——
| [ R B R AR
0ty R R LR m/z 81.05 %
m/z--> 50 100 150 200 250 300 350 400
Abundance #63646: Quinolin-4-ol, 6-methyoxy-2-methyl-
189.0
118.0
50001 39.0 RN R
17.50 18. OO
m/z 55.00 %
ok mu \‘\M\\\‘ “m” \\H‘H‘d‘n‘\‘ ‘ u‘\ “ ‘ I B e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #85283: 7.alpha.-Ethyl-8.beta.-hydroxy-2,6-dimethylbicyc
121.0
——
1750 1800
5000 79. 175.0 m/Z 121.05 %
;
m/z--> 50 100 150 200 250 300 350 400 Wﬂm N‘m
Abundance #81568: 9-Borabicyclo[3.3.1]nonan-9-amine, N-(2,2-dime ! M‘ ‘ ‘
121.0 17.50 1800
m/z 120.00 2.65%
5000 205.0
41.0 '
ok, \‘ “M‘H\“M\\ y W1 l630 L S
mlz--> 50 100 150 200 250 300 350 400 1750 1800
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136834.D

Acqg On : 29 Dec 2023 17:44
Operator : CG\JU

Sample : 05897-02

Misc

ALS Vvial : 18 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|
1,3-Dioxolane, ... 2.899 2.9 ng 57627 1 6.781 398313 20.0
(S)-(+)-1,2-Pro... 3.352 3.8 ng 75379 1 6.781 398313 20.0
n-Hexadecanoic ... 11.839 8.7 ng 263416 4 11.304 605050 20.0
Dodecanoic acid 12.633 2.1 ng 62913 4 11.304 605050 20.0
Octacosane 13.810 9.6 ng 192457 5 13.963 402173 20.0
Carbonic acid, ... 13.886 4.3 ng 86931 5 13.963 402173 20.0
Tetracosane 14.433 7.9 ng 159286 5 13.963 402173 20.0
Triacontane 15.086 4.2 ng 79861 6 15.445 380861 20.0
Eicosane 15.921 3.9 ng 74815 6 15.445 380861 20.0
2-Pentadecanone 16.051 4.2 ng 79860 6 15.445 380861 20.0
unknownl17.798 17.798 5.2 ng 98783 6 15.445 380861 20.0
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