LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129977.D

Acqg On : 24 Aug 2022 17:57
Operator : CG\JU

Sample : N4244-07

Misc :

ALS vial : 5 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129977.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.487 31 34 43 rBV 31893 50178 1.28% 0.265%
2 4.981 455 458 469 rBV 98656 130866 3.33% 0.692%
3 5.404 527 530 552 rBV 1280229 1556381 39.59%  8.233%
4 6.428 701 704 720 rBV 879393 955156 24.30% 5.053%
5 6.763 758 761 770 rBV 726284 646897 16.46% 3.422%

.339 854 859 862 rBV 2292274 2162379 55.01% 11.438%
.045 976 979 988 rBV 1004171 856976 21.80% 4.533%
.122 1157 1162 1165 rBV 4733772 3931200 100.00% 20.795%
.798 1274 1277 1281 rVB 1114052 914977 23.27%  4.840%
10 10.598 1409 1413 1416 rBV 2501720 2317906 58.96% 12.261%

11 11.292 1527 1531 1534 rBV 905654 819180 20.84%
12 11.810 1616 1619 1622 rBV3 101684 116365 2.96%
13 12.733 1772 1776 1780 rBV 59782 83353 2.12%
14 12.874 1795 1800 1803 rBV 3175674 2663931 67.76% 14.
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15 13.780 1946 1954 1967 rBV3 61800 210816 5.36% 115%
16 13.933 1977 1980 1990 rVB 589381 586211 14.91% 3.101%
17 14.021 1990 1995 2000 rBV 96173 114370 2.91% ©0.605%
18 14.074 2000 2004 2006 rVB 49587 48827 1.24% ©.258%
19 14.374 2052 2055 2059 rBV 75227 67672 1.72% ©.358%
20 14.674 2102 2106 2111 rVB 66784 69813 1.78% 0.369%
21 14.998 2157 2161 2166 rVB 46212 57799 1.47% ©.306%
22 15.386 2223 2227 2234 rVB 457546 543308 13.82% 2.874%

Sum of corrected areas: 18904561
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129977.D

Acq On : 24 Aug 2022 17:57

Operator : CG\JU

Sample 1 N4244-07

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129977.D\data.ms
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4000000

3000000

2000000

1000000

13.933 15.386

13.7801448%4 14.374 14.674 14.998

13.50 14.00 14.50 15.00 15.50

T ‘ T T ‘ T
Time--> 16.00 16.50

T ‘ T
17.00

T ‘ T T ‘ T T ‘ T
17.50 18.00 18.50

8270-BF081422.M Thu Aug 25 13:31:38 2022

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129977.D

Acq On : 24 Aug 2022 17:57
Operator : CG\JU

Sample 1 N4244-07

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.981 4.05 ng 130866 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 458 (4.981 min): BF129977.D\data.ms (-455) (-) m/z 42.95 100.00%
43.0
5000 J{
101.0 T T T T
‘ ‘ 4.60 4.80 5.00 5.20 5.40
Ot 2068 7 59,00 56.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T T
4.60 4.80 5.00 5.20 5.40
m/z 101.00  18.45%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48846: 1,8-Nonanediol, 8-methyl-
59.0
R RRaREEE e AREa R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 16.11%
83 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RaREEE e AR
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.39%
5000
37 126.0
Olrrrrprod ‘mlu‘1wHH_Hwmwawww

m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF082422\
Data File : BF129977.D

Acq On : 24 Aug 2022 17:57
Operator : CG\JU

Sample 1 N4244-07

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.810 2.84 ng 116365 Phenanthrene-d10 11.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 80

Abundance Scan 1619 (11.810 min): BF129977.D\data.ms (-1616) (- m/z 73.00 100.00%
43.1 73.0

=
N
o)
©

5000
213.2 255.8 T
‘ 1711 11.50 12.00
0 _H:H\‘m m/z 43.10  92.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 e ——
213.0 11.50 12.00
‘ 157.0 185.0 m/z 60.00 91.50%
O ‘\‘\‘\\““\‘\\H!H‘\h ’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0 A .
ot S
11.50 12.00
5000 m/z 55.05 79.59%
129.0
‘ ‘ 171.0 214.0
0 ?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 41.05 75.44%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

8270-BF081422.M Thu Aug 25 13:31:39 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129977.D

Acq On : 24 Aug 2022 17:57
Operator : CG\JU

Sample 1 N4244-07

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Trifluoroacetic acid, penta... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.780 7.19 ng 210816  Chrysene-di12 13.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 1954 (13.780 min): BF129977.D\data.ms (-1946) (- m/z 55.05 100.00%

55.0
97.0
5000
—r —r
‘ M 1[ 3.9 216.0 281.9 13.50 14.00
0L th Ll by L L m/z 57.85 93.30%
m/z--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 e ks

13.50 14.00
m/z 43.05 91.24%
Ll

40.0 182.0 255.0 306.0

15.9 | |

O\\\\‘\ "”“\\\\‘}\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0 T T
13.50 14.00
5000 ITI/Z 83.05 88.88%
015-q | \‘ ‘\ \ ‘3?9 | 2100 255.0 356.(
ey e
m/z--> 50 100 150 200 250 300 350
Abundance #179255: n-Nonadecanol-1 T T
43.0 83.0 13.50 14.00
m/z 97.05 76.26%
5000
TZS.O
“ [l \‘ ‘ ‘H\ \“\ ‘\‘L ! %6\8(\) 23\8 0
I R — ——
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\BF082422\
Data File : BF129977.D

Acq On : 24 Aug 2022 17:57
Operator : CG\JU

Sample 1 N4244-07

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.021 3.90 ng 114370  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 92
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 38
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 27
Abundance Scan 1995 (14.021 min): BF129977.D\data.ms (-1990) (-) | m/z 277.10 100.00%
277.1
5000
77.0
. T
wp | o T
0 whn‘p‘iq‘«ﬂui‘ﬂ‘g“““ e m/z 278.10  33.63%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 o ‘
152.0 14.00
m/z 77.00  27.97%
18.0 95.0
oLt \‘ "M‘m‘m\‘ ‘\“‘\“\‘uuh‘\w i‘H“ j r\“ [H : ‘23‘3-‘0‘ .
miz—-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T \
14.00
5000 m/z 199.00 22.78%
77.0 183.0
o9 | 120, “« U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy A 5
277.0 14.00
m/z 183.00  20.58%
5000
77.0 183.0
e
) SN ES N R RS N ) S
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129977.D

Acq On : 24 Aug 2022 17:57
Operator : CG\JU

Sample 1 N4244-07

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.374 2.31 ng 67672  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Octacosane 394 (C28H58 000630-02-4 90
4 Pentacosane 352 (C25H52 000629-99-2 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2055 (14.374 min): BF129977.D\data.ms (-2052) (- m/z 57.05 100.00%
57.0
9.1 [ A
14.00 14.50
olLLLL ““‘ L4000 2070 2560 3411 m/z 71.05 66.39%
m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000 “ s
14.00 14.50
m/z 43.10 66.28%
9.0
0 L I u“\ \“\ H‘ | ]\\-4}91\'8392\250 28\20
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
— ——
14.00 14.50
5000 m/z 85.05 42 .23%
9.0
41.0
oL L] Hr0t002050  sas0
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane T ——
57.0 14.00 14.50
m/z 41.10 26.46%
5000
9.0
oLl LI 141018300050 2810 3370 394
Al e — —
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\BF082422\
Data File : BF129977.D

Acq On : 24 Aug 2022 17:57
Operator : CG\JU

Sample 1 N4244-07

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.674 2.57 ng 69813 Perylene-d12 15.386
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 87

Abundance Scan 2106 (14.674 min): BF129977.D\data.ms (-2102) (- m/z 57.05 100.00%

57.0
5000

—— —
14.50 15.00
2070
0l ““ A “ L2 ST2ss1 310 4365 64.56%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——
14.50 15.00

m/z 71.05 53.52%

L\5.\q\ “ “‘ \h‘\ h“ \“‘ \]r\4\“1 ‘(‘)\ 178\‘3\()‘ \22\5\ (\) ‘ L \29\6‘-\0 L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0

T
14.50 15.00

o

5000 m/z 85.10 47 .65%
9.0
0 L] iyl h\ 1 1410183.0225.0267.0  338.0
- T S e e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ——
57.0 14.50 15.00

m/z 41.10 26.51%

- WJMM
]

0 i uh\ \h\ M h‘ 14% 9 17830 225.0 267.0 309.0 367.(
L e I By L — I —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129977.D

Acq On : 24 Aug 2022 17:57
Operator : CG\JU

Sample 1 N4244-07

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.998 2.13 ng 57799  Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Octacosane 394 (C28H58 000630-02-4 90
Abundance Scan 2161 (14.998 min): BF129977.D\data.ms (-2157) (- m/z 57.05 100.00%
57.0
90 15.00
1.0 :
- wh‘ A M‘u”w‘w Pl BOIO 380 2165 62.69%
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 IR
15.00
m/z 43.05 61.03%
O T ‘\ : ‘ \‘H‘ H‘ H‘ \“ \]‘_\4\]_‘0\ J\-8\3\0‘ L ’2\6§\CJ\ ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
——
15.00
5000 m/z 85.05 47 .85%
9.0
ol Ll ”h‘ 1 \\ | 1419 183.0 225.0 267.0 309.0  367.(
— e el R A e
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane —
57.0 15.00
m/z 55.00 30.10%
- MJ\MWJWW
Jo [ mowmsosme  smo o
m/z--> 50 100 150 200 250 300 350 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082422\
Data File : BF129977.D

Acqg On : 24 Aug 2022 17:57
Operator : CG\JU

Sample : N4244-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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-... 4.981 4.0 ng 130866 1 6.763 646897 20.0
n-Hexadecanoic ... 11.810 2.8 ng 116365 4 11.292 819180 20.0
Trifluoroacetic... 13.780 7.2 ng 210816 5 13.933 586211 20.0
Triphenylphosph... 14.021 3.9 ng 114370 5 13.933 586211 20.0
Eicosane 14.374 2.3 ng 67672 5 13.933 586211 20.0
Heneicosane 14.674 2.6 ng 69813 6 15.386 1543308 20.0
Nonadecane 14.998 2.1 ng 57799 6 15.386 543308 20.0
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