LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139412.D

Acqg On : 17 Sep 2024 19:58
Operator : RC/JU

Sample : P3963-01 2X

Misc :

ALS Vvial : 21  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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF139412.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.157 5 11 21 rVvB 351334 545763 78.30%  8.281%
2 5.087 501 509 517 rBB 36583 51826 7.44% 0.786%
3 5.492 572 578 583 rBV 541013 681701 97.80% 10.344%
4 6.498 744 749 757 rBV 538738 697041 100.00% 10.576%
5 6.875 808 813 818 rVB 303577 384261 55.13% 5.831%
6 7.433 901 908 913 rBV 343459 438463 62.90% 6.653%
7 7.692 948 952 956 rBV 10632 12642 1.81% 0.192%
8 8.157 1024 1031 1039 rBV 345640 465902 66.84% 7.069%
9 8.969 1163 1169 1173 rBV 8266 9559 1.37% 0.145%
10 9.233 1209 1214 1219 rBV 536992 664294 95.30% 10.080%

11  9.910 1324 1329 1334 rBV 325046 393331 56.43%
12 10.622 1445 1450 1458 rBV 60835 72787 10.44%
13 10.698 1458 1463 1468 rBV 274522 351064 50.36%
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14 11.398 1576 1582 1590 rBV 312661 406709 58.35% 171%
15 11.916 1664 1670 1678 rBV 56635 86472 12.41% 312%
16 12.604 1783 1787 1791 rBV 11846 16578 2.38% 0.252%
17 12.698 1800 1803 1808 rBV6 9330 15185 2.18% ©.230%
18 12.792 1815 1819 1823 rBV3 9745 12849 1.84% ©.195%
19 12.833 1823 1826 1834 rVV2 11178 20744  2.98%  0.315%
20 12.974 1845 1850 1859 rVB 463904 617255 88.55% 9.366%
21 13.457 1928 1932 1938 rVB 71886 94041 13.49% 427%
22 13.874 1999 2003 2013 rVB 30605 53849 7.73% 817%

23 14.027 2025 2029 2042 rVB 206531 291524 41.82%
24 15.498 2275 2279 2290 rVB 118991 206640 29.65%
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Sum of corrected areas: 6590480
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Sep 2024 19:58
: RC/JU
: P3963-01 2X

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091724\
BF139412.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

o

Time-->

TIC: BF139412.D\data.ms

5.492 6.498

157 7.433
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Abundance

500000

400000

300000

200000

100000

TIC: BF139412.D\data.ms
9.233
12.974

8.157

9.910 11.398

10.698

10.6 11.916

1216085982

i L

0
Time-->

T A B R : 7
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

500000

400000

300000

200000

100000

Time-->

TIC: BF139412.D\data.ms

14.027

15.498

3.457

J\ 13.874

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139412.D

Acqg On : 17 Sep 2024 19:58
Operator : RC/JU

Sample : P3963-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.157  28.41 ng 545763 1,4-Dichlorobenzene-d4 6.881

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 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 11 (2.157 min): BF139412.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
43.0
5000
87.1
R RERaEERALECEE
‘ L ‘ 2.202.302.402.502.60
0‘w‘Hw‘Hw‘H«‘Hwwmw‘HW‘MW‘HH‘HWH‘WH‘WH‘WH“ m/z 43.05 52.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T[T T T rT
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.10  33.09%
O H’\H\‘\\H“HH“\H\‘\\\\9‘9\\“\}\\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 RS RIS
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.85%
27.0
0 11, L 112.0 129.0
HV‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol R RERaRERALECEE
73.0 2.202.302.402.502.60
- m/z 41.10 17.31%
5000
41.0
27.0 ‘
0 H,w_H‘!““H:H:“‘m‘wmwmwHH‘Hwm‘wwwm R ———
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139412.D

Acqg On : 17 Sep 2024 19:58
Operator : RC/JU

Sample : P3963-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.087 2.70 ng 51826 1,4-Dichlorobenzene-d4 6.881

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 28
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12

5 Silane, trimethyl- 74 C3H1esi 000993-07-7 9
Abundance Scan 509 (5.087 min): BF139412.D\data.ms (-501) (-) m/z 43.10 100.00%

43.
59.1
5000
R ARSBARRREE S L
‘ 83.1 101.1 4.80 5.00 5.20 5.40

o"""""‘““1:""mi"",‘m_‘r”_”e_m_ m/z 59.10  54.15%

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

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 590 L L L L L BN LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10  16.00%
0 31\0 L 0 73.0 8?7'0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
AmmmE e
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.10 14.17%
29.0
101.0
Y N 1 O -
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- e RERREEES T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.62%
41.0
5000
86.0
O bt 2010 )
m/z--> 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\BF@91724\
Data File : BF139412.D

Acqg On : 17 Sep 2024 19:58
Operator : RC/JU

Sample : P3963-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.621 3.70 ng 72787  Acenaphthene-d1e 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 64
3 Azobenzene, (E)- 182 C12H1@ON2 017082-12-1 53
4 N-cyanobenzamide 146 C8H6N20 015150-25-1 49
5 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 47
Abundance Scan 1450 (10.622 min): BF139412.D\data.ms (-1445) (- m/z 105.00 100.00%
105.0
77.1
182.1
5000
51.1
—— —
10.50 11.00
152.1
Ol 11289 PEC L h 77.10 0 72.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
10.50 11.00
510 m/z 182.10  54.51%
RECH 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.10 36.24%
51.0
olzzo R0
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56778: Azobenzene, (E)- 7 —
77.0 10.50 11.00
m/z 50.00 11.91%
5000
51.0 182.0
o270 | 1050 1280 1520 |
R e A Emam ma e —— —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139412.D

Acqg On : 17 Sep 2024 19:58

Operator : RC/JU

Sample : P3963-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 3

R.T. EstConc Area Relative to ISTD R.T.
11.916 4.25 ng 86472  Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Pentadecanoic acid
3 Tridecanoic acid

4 Tetradecanoic acid

256 C16H3202
242 C15H3002
214 C13H2602
228 C14H2802

5 Oxalic acid, allyl pentadecyl ester 340 C20H3604

000057-10-3 89
001002-84-2 87
000638-53-9 86
000544-63-8 83
1000309-24-3 20

Abundance Scan 1670 (11.916 min): BF139412.D\data.ms (-1664) (- m/z 43.05 100.00%
3.0 73.1
5000
129.1
——
L H\ M D |, 26 o
oww‘:‘u‘w o ”Muwum“w"uH‘Mm‘w_mwl_ m/z 73.10  90.22%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 o
12.00
157.01g5 02130  256.0 m/z 41.05 86.75%
O,
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
——
12.00
5000 129.0 ITI/Z 60.00 85.89%
199.0
s e T
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid T
73.0 12.00
m/z 55.10 84.74%
43.0
5000
129.0
1710 2140
101.0 ‘ ‘
oitsol L1 ICR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139412.D

Acqg On : 17 Sep 2024 19:58
Operator : RC/JU

Sample : P3963-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.457 6.45 ng 94041  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 Palmitoleamide 253 C16H31NO 106010-22-4 68
3 Dodecanamide 199 C12H25NO 001120-16-7 64
4 Octanamide 143 C8H17NO 000629-01-6 59
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
Abundance Scan 1932 (13.457 min): BF139412.D\data.ms (-1928) (- m/z 59.05 100.00%
59.0
5000 Jt
98.1 5.3‘56
ob— L o200 1880 2382 | 3021 o0 s 60.17%
m/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T
13.50
m/z 55.10 43.60%
27.0 98.0
0 “‘LM‘M \”MH ‘}‘M \&4‘.9-‘0‘\ \18\4\0‘ T \2\38\? T 2\8\‘1\0‘ T
miz-> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide
59.0
—
13.50
5000 ITI/Z 41.10 42.33%
126.0
AEL h Lg30, [ 680 2100 2580
miz--> 50 100 150 200 250 300
Abundance #74752: Dodecanamide —
59.0 13.50
m/z 43.10 27.97%
0 ZZVQW L, 1140 156.0 199.0
R B LA B S —
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139412.D

Acqg On : 17 Sep 2024 19:58
Operator : RC/JU

Sample : P3963-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.874 3.69 ng 53849 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
3 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 87
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 87
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 86
Abundance Scan 2003 (13.874 min): BF139412.D\data.ms (-1999) (- m/z 43.10 100.00%
1350  14.00
274, 1 . :
- “h ““M‘M ﬂ“‘ HHMP?J‘H L e mM/z 57.10 93.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — ——
7.0 13.50 14.00
m/z 55.10 78.70%
0 ‘ M H 4 11930 210.0 267 0321.0 490.(
\\\‘\\\\‘\\\\\\\\\ T \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
— ——
13.50 14.00
m/z 41.10 63.09%
5000 111.0 /
‘ 169.0
0 HM‘ Al 2850 4060
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126239: Oxirane, [(dodecyloxy)methyl]- — —
57.0 13.50 14.00
m/z 83.10 63.02%
5000
111.0
UL, o
oHm_u‘m‘uhmmw‘HH_‘H‘HH‘MWHWHH‘ — —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139412.D

Acqg On : 17 Sep 2024 19:58
Operator : RC/JU

Sample : P3963-01 2X

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.157 28.4 ng 545763 1 6.881 384261 20.0
2-Pentanone, 4-... 5.087 2.7 ng 51826 1 6.881 384261 20.0
Benzophenone 10.621 3.7 ng 72787 3  9.910 393331 20.0
n-Hexadecanoic ... 11.916 4.3 ng 86472 4 11.398 406709 20.0
9-Octadecenamid... 13.457 6.5 ng 94041 5 14.033 291524 20.0
17-Pentatriacon... 13.874 3.7 ng 53849 5 14.033 291524 20.0
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