LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc :

ALS Vvial : 14 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-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133528.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 14 rVB 236027 298191 7.90% 1.051%
2 5.057 498 505 515 rVB 153508 201888 5.35% 0.711%
3 5.451 566 572 575 rBV 3064505 3383229 89.58% 11.920%
4 6.457 737 743 746 rBV 3110564 3476943 92.06% 12.250%
5 6.828 803 806 810 rBV 1009889 879077 23.28% 3.097%

6 7.398 897 903 905 rBV 2191881 2205530 58.40% 7.771%
7 8.116 1021 1025 1028 rBV 1294877 1151027 30.48% 4.055%
8 9.192 1203 1208 1211 rBV 4399665 3753672 99.39% 13.225%
9 9.869 1319 1323 1326 rBV 1557096 1223877 32.41% 4.312%

10 10.580 1441 1444 1448 rBV 213884 185147 4.90%  0.652%
11 10.657 1452 1457 1460 rBV 2745261 2455828 65.03% 8.652%
12 11.357 1572 1576 1579 rBV 1468935 1316741 34.87% 4.639%
13 11.886 1662 1666 1670 rBV 224490 210757 5.58% 0.743%
14 12.563 1778 1781 1785 rBV 112443 109258 2.89% ©.385%
15 12.668 1796 1799 1805 rBV2 39310 42478 1.12% ©.150%
16 12.792 1814 1820 1823 rBV 103208 107182 2.84% ©.378%
17 12.945 1842 1846 1850 rVB 3652527 3776624 100.00% 13.306%
18 13.121 1869 1876 1879 rBV2 25212 44709 1.18% ©.158%
19 13.180 1879 1886 1890 rBv2 78548 152016 4.03% 0.536%
20 13.521 1941 1944 1952 rVB 130638 112315 2.97% 0.396%
21 13.851 1996 2000 2013 rVB 301948 391131 10.36% 1.378%
22 13.998 2020 2025 2027 rBV 1119260 1116553 29.56%  3.934%
23 14.015 2027 2028 2035 rVB 52885 48256 1.28% ©.170%
24 14.168 2051 2054 2059 rBV 177681 155581 4.12% ©.548%
25 14.474 2103 2106 2110 rBV 165084 154100 4.08% ©.543%
26 14.780 2155 2158 2163 rBV 100892 103431 2.74%  0.364%
27 15.027 2196 2200 2208 rVB 40434 78803 2.09% 0.278%
28 15.121 2212 2216 2220 rVV2 85238 97918 2.59% ©.345%
29 15.386 2257 2261 2267 rVB 33908 44506 1.18% 0.157%
30 15.451 2267 2272 2277 rBV 647850 784870 20.78%  2.765%
31 15.498 2277 2280 2285 rVB 53874 69332 1.84% ©.244%
32 15.939 2350 2355 2359 rBV 50941 70695 1.87% 0.249%
33 16.445 2436 2441 2447 rVB2 36452 65860 1.74% 0.232%
34 17.039 2536 2542 2553 rBV3 26919 61579 1.63% 0.217%
35 17.745 2657 2662 2675 rVB6 21488 54022 1.43% ©.190%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS Vvial : 14 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-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 28383126
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 30 May 2023 18:22
¢ CG\JU
: 02955-09

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53023\
BF133528.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.128 6.78 ng 298191 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance Scan 7 (2.128 min): BF133528.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
55-0 87.1 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ 2.202.302.402.50
O L w2 aziee 47.e6%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 AR RN RN RN
43.0 2.202.302.402.50
~ 950 87.0 m/z 55.00  31.73%
mo |
O\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
P
40 55, 87.0 2.202.302.402.50
5000 ’ m/z 87.10 25.47%
29.0
150 ‘W\ ‘ ‘\ w
o+t e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2247: Silane, tetramethyl- R aaRaRsEEEEE
73.0 2.202.302.402.50
m/z 41.10 16.01%
5000
45.0
o 290 || 590 | 880
T e e e e e e e e A AAARARNREEEEE Y
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.057 4.59 ng 201888 1,4-Dichlorobenzene-d4 6.834

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 38
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 3,3-Dimethylbutylamine 101 C6H15N 015673-00-4 9
5 2-Pentanone 86 C5H100 000107-87-9 9

Abundance Scan 505 (5.057 min): BF133528.D\data.ms (-498) (-) m/z 42.95 100.00%

43.0
5000 59.0
e
| 61 101.1 4.80 5.00 5.20 5.40
Obrr e et e e M/Z 59.08 47.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI L B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 15.30%
O\\\‘\!‘V.f‘\\!ﬁﬁ;?\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
L R REERREE
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 14.72%
29.0 101.0
15.0 ‘
0 m"“"‘H“;“HH‘H1""m‘um‘mWm‘mwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4150: 1-Propen-2-ol, acetate A EamEa R TR
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.72%
5000
58.0
15‘-0 27.0 | 72‘-0 100.0
O e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.580 3.03 ng 185147  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 N-Methylbenzamide, N-trifluoroac... 231 C10H8F3NO2 1000446-91-5 50
3 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 50
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
Abundance Scan 1444 (10.580 min): BF133528.D\data.ms (-1441) (-] | m/z 104.95 100.00%
105.0
5000 182.1
51.0
T \
152.1 10.50
ob—— l RN NN B B —— m/z 77.00  67.09%
miz-> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 vyl !
10.50
51.0 m/z 182.10  44.28%
\ ) 152.0
O\\‘\‘\‘\\M\\‘\\\\“‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl-
105.0
T \
10.50
5000 m/z 51.00 31.30%
51.0
NET 231.0
e — i
miz--> 50 100 150 200 250
Abundance #173941: N-Methylbenzamide, N-pentafluoropropionyl- . !
105.0 10.50
m/z 50.00 10.67%
5000
51.0
ols.o | | 160.0 281.(
e — —
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.886 3.20 ng 210757  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76
Abundance Scan 1666 (11.886 min): BF133528.D\data.ms (-1662) (- m/z 43.10 100.00%
5000
129.1
85.1
213.2 I T
| 171.2 ‘ 256.3 ‘ 11.50 12.00
0 b L L L T 3290 7095 93.72%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 I T
11.50 12.00
‘ 171.0 213.0 256.0 m/z 59.95 87.62%
Obr—— ‘\M ‘\SHH‘PM\M\ \““\ \‘ \‘\ “ b ‘L\ LA
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
— e
11.50 12.00
5000 129.0 m/z 41.05 76.61%
29.
199.0 2420
ol LA gm0 | L
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid - —T
73.0 11.50 12.00
m/z 57.05 75.27%
5000 129.0
29. 185.0 541 284.0
0! v e J“m_‘u “‘_H‘u_‘” = —
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\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.180 2.72 ng 152016  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 62
2 Tetracosane 338 C24H50 000646-31-1 62
3 Octacosane 394 C28H58 000630-02-4 62
4 Eicosane 282 C20H42 000112-95-8 62
5 Nonadecane 268 C19H40 000629-92-5 58

Abundance Scan 1886 (13.180 min): BF133528.D\data.ms (-1879) (- m/z 57.10 100.00%

57.1
5000
e

e
205.1 13.00 13.50
ob—iy M\ F H\LM H“m‘uh‘ Hih‘i‘ T~ “\‘ iy 2“4‘1‘? :‘I" ‘3‘0‘2‘1‘ T m/z 43.05 75.62%
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 s e
13.00 13.50

m/z 71.10  59.83%

O L\ h\ A \‘ H‘ l \01830 2390 2960
\\\‘ \\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
o=

13.00 13.50
5000 m/z 55.00 40.45%
9.0
0 L] |14 1410183.02250267.0  338.0
L B A B

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T ——
57.0 13.00 13.50

m/z 85.10 36.87%

5000 J
oL L H | 14191.8302250 281.0 337.0 394. ML e

m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF052523.M Wed May 31 10:09:49 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22

Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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

Concentration Rank 11

Peak Number 6 Heptacosane

R.T. EstConc Area Relative to ISTD R.T.
13.521 2.01 ng 112315 Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 Cl6H34 000544-76-3 87
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 1944 (13.521 min): BF133528.D\data.ms (-1941) (- m/z 57.10 100.00%
57.1
5000
01 -
411 -
ol A ddpd 311883 2300 8031 0 4300 73.22%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 ‘ ‘
13.50
m/z 71.05 59.27%
ol ‘ e ‘\ ) 1‘410183022502670 323.0 380.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
miz--> o 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
SV P
13.50
5000 m/z 85.05 44.04%
9.0
ol Ll L1l 141018300250 2050 3520
— A
m/z--> 50 100 150 200 250 300 350 A
Abundance #158597: Nonadecane ‘ Fep
57.0 13.50
m/z 41.10  28.34%
5000
oL [ ] 141018300260 2680
ey I e e LIS EL AL A A e =
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 1
R.T. EstConc Area Relative to ISTD R.T.
13.851 7.01 ng 391131  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 91
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 87
Abundance Scan 2000 (13.851 min): BF133528.D\data.ms (-1996) (- m/z 57.05 100.00%
57.0
5000
97.1 T T
““ 1 692 13.50 14.00
S ”‘ 277 1692 216124812820 L 43 95 75.66%
m/z--> 50 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 T s
13.50 14.00
970 m/z 71.85 58.45%
0 LU o o oo
miz--> 50 100 150 200 250 300
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
B e
13.50 14.00
5000 m/z 55.00 38.73%
1.0
1330
b b ALl 180 ws0 a0
m/iz--> 50 100 150 200 250 300
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester — —
57.0 13.50 14.00
m/z 85.05 36.76%
5000
970
ol O ‘\ “‘ ‘u 1270 166.0196.0 269.0
A am e ‘ B B e e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.168 2.79 ng 155581  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetratetracontane 619 C44H99 007098-22-8 91
Abundance Scan 2054 (14.168 min): BF133528.D\data.ms (-2051) (- m/z 57.05 100.00%
57.0
99,2 = ==
14.00 14.50
411 183.2
oL Al d |y 291118322260 2811 74305 65.92%
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 s = e
14.00 14.50
99.0 m/z 71.05 60.13%
\\\‘\ \\\ \\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
P =
14.00 14.50
5000 m/z 85.10 41.58%
oLl \\ | 14101830 257 5810 3230
e R L LA LA
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane e e
57.0 14.00 14.50
m/z 41.05 24.40%
5000
99.0
ol Ll | [ 14101830 2250 2670 330
sy A — ~
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.474 2.76 ng 154100  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2106 (14.474 min): BF133528.D\data.ms (-2103) (- m/z 57.05 100.00%
57.0
14.50
1. 1 240 1 .
- u“ “ L “ h‘ T 107229012810 3850 ./, 43.10  65.12%
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 T
14.50
m/z 71.10 61.57%
g \ | 4101830 2540
O\\‘!‘\“ ‘\“‘\H‘\\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
s
14.50
5000 m/z 85.05 41.58%
pso |1 [ mormo 200
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane ey
57.0 14.50
m/z 55.00 21.32%
- \M/L_/\
ol L L F ‘3}410183022502670 323.0 380.
L A B I e g L B i S ——
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.780 2.64 ng 103431  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2158 (14.780 min): BF133528.D\data.ms (-2155) (- m/z 57.10 100.00%
57.1
‘ 14.50 15.00
207.0 : :
0 HM‘ ‘H“\ Lo 25323021 wjz 43.05  67.48%
miz--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 el e
14.50 15.00
m/z 71.05 60.89%
13 0
O uh\ h \ J\ h‘ | 6\9 \0 l 2\2\5 o 309 o 365 O 437 !
\\\‘\ f\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\1\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
SRR =
14.50 15.00
5000 m/z 85.10 41.85%
0 J‘ \‘ ‘ “\ I \\1\3 \o I ]7690 225.0 282.0
el L B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane e ==
57.0 14.50 15.00
m/z 41.05 22.60%
- m
13.
oLl L h (113.0 169.0 225.0 281.0 380.0
B A B e e e —— ——
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Benzo[j]fluoranthene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.027 2.01 ng 78803  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
4 Benzo[a]pyrene 252 C20H12 000050-32-8 94
5 Benzo[e]pyrene 252 C20H12 000192-97-2 87

Abundance Scan 2200 (15.027 min): BF133528.D\data.ms (-2196) (- m/z 252.05 100.00%

25p.1
5000 M//\
126.0 ‘ isbd ‘
550  99.2 224.1 M ;
oH_m_uwHHww1“"w“‘1‘?5‘1“1‘9%9”””_ 8L m/z 250.10  25.04%
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138569: Benzo[jlfluoranthene
252.0
5000 Py J\ \A}\‘
15.00
126.0 m/z 253.05 20.79%
ol 620 990 | 187.0 2240 HH
\\‘HH‘H\\‘H\\‘H\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘H\‘HH‘\H
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138562: Benzol[b]fluoranthene
252.0
15.00
5000 ITI/Z 126.00 17.66%
126.0
0 63.0 99.0 ‘\\ 1740 2240 |
Ran AR Raas e e AR R
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138563: Benzo[Kk]fluoranthene
252.0 15.00
m/z 124.80 11.41%
5000
126.0 M
0 990, | 224.0 h‘\ Mg il Y]

m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.121 2.50 ng 97918  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Docosane 310 C22H46 000629-97-0 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 2216 (15.121 min): BF133528.D\data.ms (-2212) (-} | m/z 57.85 100.00%

57.0
5000
1 = =
‘ ‘ 141.2 252.1 15.00 15.50
0L ‘Jv‘wﬂhmNMWu‘p‘u}979‘u“L‘“““‘ R m/z 71.05 75.61%
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 o AR

15.00 15.50
m/z 43.05 73.32%

9.0
bhi 141.0 183.0 225.0 267.0  338.0

\\\\‘\‘\\‘\’\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane

o
ol N
1 g
o j

15.00 15.50
5000 ITI/Z 85.10 56.23%
9.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane R R
57.0 15.00 15.50
m/z 55.10  26.38%
5000
9.0
0 ‘ L M “\ \h h‘ | \4\1 9 :!'87?’ 0 225.0 267.0 310.0
it AL B A A Tt e o o e — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53023\
Data File : BF133528.D

Acqg On : 30 May 2023 18:22
Operator : CG\JU

Sample : 02955-09

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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|
Butane, 2-metho... 2.128 6.8 ng 298191 1 6.834 879077 20.0
2-Pentanone, 4-... 5.057 4.6 ng 201888 1 6.834 879077 20.0
Benzophenone 10.580 3.0 ng 185147 3 9.869 1223880 20.0
n-Hexadecanoic ... 11.886 3.2 ng 210757 4 11.357 1316740 20.0
Heptadecane, 2,... 13.180 2.7 ng 152016 5 13.998 1116550 20.0
Heptacosane 13.521 2.0 ng 112315 5 13.998 1116550 20.0
Carbonic acid, ... 13.851 7.0 ng 391131 5 13.998 1116550 20.0
Pentacosane 14.168 2.8 ng 155581 5 13.998 1116550 20.0
Octadecane 14.474 2.8 ng 154100 5 13.998 1116550 20.0
Hentriacontane 14.780 2.6 ng 103431 6 15.451 784870 20.0
Benzo[j]fluoran... 15.027 2.0 ng 78803 6 15.451 784870 20.0
Tetracosane 15.121 2.5 ng 97918 6 15.451 784870 20.0
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