LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31323\
Data File : BF132760.D

Acqg On : 13 Mar 2023 15:08

Operator : CG\JU

Sample : 01853-01 :
Misc : 20230162-COMPOSITE-1

ALS vial : 8 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132760.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.598 338 342 348 rBV 54224 62013 1.30% ©0.160%
2 5.204 439 445 460 rVB 1795646 2387377 50.17% 6.164%
3 5.604 509 513 528 rBV 4121496 3875887 81.46% 10.008%
4 5.987 574 578 582 rBV 96455 86878 1.83% 0.224%
5 6.604 678 683 686 rBV 3974269 3808381 80.04% 9.833%

6 6.969 742 745 749 rVB 1586350 1228722 25.82%
7 7.533 837 841 844 rBV 2940530 2568029 53.97%
8 8.251 960 963 967 rBV 1917129 1608229 33.80%
9 9.327 1142 1146 1149 rBV 5617230 4600975 96.70% 11.
10 10.010 1259 1262 1266 rBV 2186015 1911591 40.17%

AR bhow
[=Y
U
N
R

11 10.198 1290 1294 1303 rBV5 33518 55289 1.16%
12 10.727 1380 1384 1387 rVB 922778 825109 17.34%
13 10.810 1393 1398 1401 rBV 3256960 3210903 67.48%

O UIoONO®
N
O
=
R

14 11.504 1512 1516 1520 rBV 2265253 2056640 43.22% 310%
15 11.598 1529 1532 1535 rVB 73853 61450  1.29% 159%
16 12.016 1598 1603 1608 rBV 642387 652510 13.71% 1.685%
17 12.268 1643 1646 1649 rBV 68346 58670 1.23% ©0.151%
18 12.727 1720 1724 1729 rBV 67966 76479 1.61% ©.197%
19 12.804 1733 1737 1749 rVB 128857 187784  3.95%  0.485%
20 12.957 1757 1763 1768 rBV3 84076 122540 2.58% ©0.316%

21 13.098 1782 1787 1790 rBV 4710386 4758219 100.00% 12.
22 13.286 1816 1819 1821 rBV3 96289 108414  2.28%
23 13.645 1876 1880 1883 rBvV2 81444 107784  2.27%

ONOON
N
~
00
B

24 13.974 1933 1936 1947 rBV 637060 816224 17.15% 107%
25 14.115 1955 1960 1964 rBV2 47748 70281 1.48% 181%
26 14.162 1964 1968 1971 rBV 1386157 1317053 27.68% 3.401%
27 14.298 1987 1991 1996 rBV 87876 104587 2.20% ©.270%
28 14.604 2040 2043 2054 rBV2 120531 179381 3.77%  ©.463%
29 14.921 2094 2097 2101 rVB 73002 77746 1.63% 0.201%
30 15.280 2154 2158 2162 rVB 93393 108137 2.27% 0.279%
31 15.692 2223 2228 2234 rBV2 978201 1253123 26.34%  3.236%
32 16.139 2302 2304 2310 rVB2 59667 81321 1.71% 0.210%

33 18.233 2656 2660 2674 rVB8 94900 301848 6.34% ©.779%

Sum of corrected areas: 38729574
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31323\

BF132760.D
: 13 Mar 2023 15:08
: CG\JU
: 01853-01
: 8 Sample Multiplier: 1

20230162-COMPOSITE-1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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\BF©31323\
Data File : BF132760.D

Acq On : 13 Mar 2023 15:08

Operator : CG\JU

Sample : 01853-01

Misc

ALS Vial : 8 Sample Multiplier: 1

20230162-COMPOSITE-1

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.

5.204 38.86 ng 2387380 1,4-Dichlorobenzene-d4 6.969
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 445 (5.204 min): BF132760.D\data.ms (-439) (-) m/z 43.00 100.00%
3.0
5000
101'0 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
| ‘ 4.80 5.00 5.20 5.40 5.60
Ol tl®0 2068 /7 59.00  65.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 (L AL B N R I B
4.80 5.00 5.20 5.40 5.60
m/z 101.00 23.96%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate
43.0
R R
4.80 5.00 5.20 5.40 5.60
5000 ITI/Z 57.95 16.66%
150 72.0 100.0
-t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #236: Acetone R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.00%
5000
15.0
0H“‘w““‘H”‘,“;H“HH‘HH“H“HHWHWHWHWH e e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31323\
Data File : BF132760.D

Acq On : 13 Mar 2023 15:08

Operator : CG\JU

Sample : 01853-01 :
Misc : 20230162-COMPOSITE-1

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.727 8.63 ng 825109  Acenaphthene-di0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
3 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
5 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
Abundance Scan 1384 (10.727 min): BF132760.D\data.ms (-1380) (- m/z 104.95 100.00%
105.0
o 182.0
5000
51.0 e —
152.0 | 10.50 11.00
bbb e e M/Z 77.00 60.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000 —— —
182.0 10.50 11.00
51.0 m/z 182.00  54.53%
0 | 4] 1520
O\\\\‘\‘\\\‘\\}\’\\\\‘\\\\‘\\\\’\\\\‘\\1‘\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24905: Benzenepropanenitrile, .beta.-oxo-
105.0
— —
77.0 10.50 11.00
5000 m/z 51.00 19.16%
51.0
180 | 145.0
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112585: Methyl 2-benzoyl-4-cyanobutanoate —— ——
105.0 10.50 11.00
m/z 180.95 9.04%
5000 77.0
51.0
15.0
oLl 1330 17302000 2310
e e e e e e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31323\
Data File : BF132760.D

Acq On : 13 Mar 2023 15:08

Operator : CG\JU

Sample : 01853-01 :
Misc 20230162-COMPOSITE-1

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.015 6.35 ng 652510  Phenanthrene-di0 11.504
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1603 (12.016 min): BF132760.D\data.ms (-1598) (- m/z 72.95 100.00%
3.0
43.0
5000
129.0
213.2 — :
e
0 Ww\‘wlu ” MH m”m‘\“l m“‘w_“H_wwmlw m/z 59.95 78.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR I
12.00
167.01g5 02130  256.0 m/z 43.00 71.03%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
T \
12.00
5000 m/z 57.05 63.06%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid T
43.0 ,73.0 12.00
m/z 55.00 57.59%
5000 129.0
199.0
G i W O
0%§Rk“wﬁﬂMNNWWLNMMM‘HJMﬂ‘JHWHH‘HH_HW“ =
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31323\
Data File : BF132760.D

Acq On : 13 Mar 2023 15:08

Operator : CG\JU

Sample : 01853-01 :
Misc : 20230162-COMPOSITE-1

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 4 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.974 12.39 ng 816224  Chrysene-d12 14.162
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 91

Abundance Scan 1936 (13.974 min): BF132760.D\data.ms (-1933) (- m/z 57.10 100.00%
57.1

el
1 LF'll%Z 280.3355.1  475.1 1400
ol A20,2 28033551 47l . m/z 83.e5 81.74%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
5000 U
14.00
m/z 97.05 77.82%
0 2380
O V\J\lt\\‘1\\‘F\‘\““\‘\HHHﬂ\‘HH‘\\H’HH‘\\H’HH‘\\H’HH‘HH’H

m/z--> 0 50 100150200 250300 350400450500550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

N

T
14.00

5000 m/z 55.00 76.93%

% 10 25\2'0 369.0 648.(

Ol T e b 3890 ey 048
miz—> 0 50 100150200 250 300 350 400 450 500 550 600 650

Abundance #293797: Pentafluoropropionic acid, hexadecyl ester T
57.0 14.00

m/z 43.10 71.87%

-

5000

-

.0
0 \l\ | J\ JFL.“ 12271'0 370.0
e e e e e e e e e —

m/z--> 0 50 100150200 250300 350400450500 550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31323\
Data File : BF132760.D

Acq On : 13 Mar 2023 15:08

Operator : CG\JU

Sample : 01853-01 :
Misc : 20230162-COMPOSITE-1

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 5 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.604 2.72 ng 179381  Chrysene-d12 14.162
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2043 (14.604 min): BF132760.D\data.ms (-2040) (-} | m/z 57.05 100.00%

57.0
5000

T
274 1 14.50 15.00

2289
ok “M v M L1, J830228970 /" 3428 401 . 2110 g1.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 —— —

14.50 15.00
m/z 85.05 53.99%

| ¥ u\ 169.0  240.0
O\\‘\‘\‘ \‘\‘\“\“\“\‘1\\‘\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0

—
14.50 15.00

5000 m/z 43.05 50.02%
0 H\“ H\‘h\‘h‘ ‘u“\“ }\]"69‘0"2\2\5\(\)‘\\2\9\6‘\0\\\‘\\\\‘\\ Ww/\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane T ——
57.0 14.50 15.00

m/z 55.00 22.72%

ol MM ‘ (Op0,280 2080 3660 S

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\BF©31323\
Data File : BF132760.D

Acq On : 13 Mar 2023 15:08

Operator : CG\JU

Sample : 01853-01 :
Misc : 20230162-COMPOSITE-1

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 unknownl8.233 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.233 4.82 ng 301848  Perylene-di12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 [1,2,4]Triazolo[5,1-b]quinazolin... 204 C10H12N40 1000337-56-5 30
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 27
3 Demethylsuberosin, TMS derivative 302 C17H2203Si 1000480-22-8 25
4 2-Methyl-3-n-heptyl-6-methoxy-1,... 288 C17H24N202 1000250-74-6 22
5 [1,1'-Biphenyl]-2,2"'-dicarbonitrile 204 C14H8N2 004341-02-0 22
Abundance Scan 2660 (18.233 min): BF132760.D\data.ms (-2656) (- m/z 204.15 100.00%
204.2
43.0 133.0 2871
5000
\
18.00 18.50
0 m/z 133.00 60.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #79315: [1,2,4]Triazolo[5,1-b]quinazolin-9(4H)-one, 5,6,7
204.0
5000 —r— —
18.00 18.50
148.0 m/z 105.00 57.60%
79.0 ‘ ‘
O\\\““\“\M‘\““““‘Tm‘\“\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
—— ——
18.00 18.50
5000 m/z 43.00 55.93%
95.0  161.0
41.0 ‘
ok ‘\ \‘ MH‘ “HM“ M e
m/z--> 5 100 150 200 250 300 350 400
Abundance #202021: Demethylsuberosin, TMS derivative —— ——
287.0 18.00 18.50
m/z 287.15 54.12%
73.0
5000
231.0
115. 0
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31323\
Data File : BF132760.D

Acqg On : 13 Mar 2023 15:08

Operator : CG\JU

Sample : 01853-01 :
Misc : 20230162-COMPOSITE-1

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-... 5.204 38.9 ng 2387380 1 6.969 1228720 20.0
Benzophenone 10.727 8.6 ng 825109 3 10.010 1911590 20.0
n-Hexadecanoic ... 12.015 6.3 ng 652510 4 11.504 2056640 20.0
Dichloroacetic ... 13.974 12.4 ng 816224 5 14.162 1317050 20.0
Heptadecane 14.604 2.7 ng 179381 5 14.162 1317050 20.0
unknown18.233 18.233 4.8 ng 301848 6 15.692 1253120 20.0
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