LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132552.D

Acq On : 27 Feb 2023 14:54
Operator : CG\JU

Sample : 01669-01

Misc :

ALS vial : 9 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: BF132552.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.237 403 408 416 rVB 1292249 1545627 48.48% 5.773%
2 5.631 470 475 478 rBV 2796433 2703229 84.78% 10.097%
3 6.019 537 541 547 rBV 42912 39985 1.25% 0.149%
4 6.625 640 644 647 rBV 2872892 2755981 86.44% 10.294%
5 7.001 704 708 712 rBV 1294704 1002947 31.46% 3.746%

.566 799 804 807 rBV 2174258 1834303 57.53% 6.852%
.289 923 927 930 rBV 1509178 1274621 39.98% 4.761%
.366 1106 1110 1113 rBV 3623191 3188493 100.00% 11.910%
.430 1119 1121 1126 rVB 44103 34865 1.09% ©0.130%
10 10.048 1223 1226 1230 rVB 1712463 1424297 44.67% 5.320%

11 10.766 1344 1348 1351 rBV 1379205 1174150 36.82%
12 10.842 1357 1361 1365 rBV 2269688 1971511 61.83%
13 11.072 1397 1400 1404 rBV 156383 124932 3.92%

O UV oO N P
IS
[
N
R

14 11.542 1476 1480 1483 rBV 1515428 1354662 42.49% 060%
15 11.566 1483 1484 1488 rVB 80781 55254  1.73% 206%
16 12.054 1564 1567 1582 rBV3 281350 331686 10.40% 1.239%
17 12.160 1582 1585 1591 rVB3 25476 44132 1.38% 0.165%
18 12.766 1684 1688 1692 rBV 189426 185652 5.82% ©.693%
19 12.842 1699 1701 1707 rBV4 40039 49846 1.56% ©.186%
20 12.995 1724 1727 1729 rBV 176716 126028 3.95% 0.471%
21 13.136 1746 1751 1754 rBV 2477110 2315800 72.63% 8.650%
22 13.354 1785 1788 1790 rBV 45982 41645 1.31% ©0.156%
23 13.695 1843 1846 1848 rBV 58983 50443 1.58% ©0.188%
24 14.024 1899 1902 1915 rVB2 166065 302107 9.47% 1.128%
25 14.160 1923 1925 1928 rBV 58083 55784 1.75% ©.208%
26 14.201 1928 1932 1935 rVV 1073584 1038913 32.58% 3.881%
27 14.224 1935 1936 1944 rVB 105947 79833 2.50% ©.298%
28 14.342 1954 1956 1959 rBV 63265 54064 1.70% ©0.202%
29 14.654 2006 2009 2012 rBV2 72113 68723 2.16% ©.257%
30 14.983 2062 2065 2068 rVB 48817 47329 1.48% 0.177%
31 15.283 2113 2116 2120 rBV 88466 137159 4.30% ©.512%
32 15.348 2124 2127 2130 rVB 53745 55998 1.76% ©.209%
33 15.618 2170 2173 2178 rVB 58301 71557 2.24% 0.267%
34 15.683 2181 2184 2190 rW 70050 88873 2.79% ©.332%
35 15.754 2191 2196 2204 rVV 743943 1007062 31.58% 3.762%
36 16.512 2323 2325 2334 rVB4 86941 134506 4.22% 0.502%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132552.D

Acqg On : 27 Feb 2023 14:54
Operator : CG\JU

Sample : 01669-01

Misc

ALS vial : 9 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
Sum of corrected areas: 26771997
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132552.D

Acq On : 27 Feb 2023 14:54
Operator : CG\JU

Sample : 01669-01

Misc

ALS Vial : 9 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

Abundance TIC: BF132552.D\data.ms
3500000

3000000 5.631 6.625

2500000
7.566

2000000

1500000 5.237 7.001

1000000

500000

6.019 |

o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ A\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 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 7.80 8.00
Abundance TIC: BF132552.D\data.ms
3500000 9.366

3000000

2500000 13.136
10.842

2000000
10.048

1500000 289 10.766 11.342

1000000

500000

13.354

T
13.50

12.054
12.766.2.99
9.430 Lqitf72 11,566 . T

0 ——— —— ; ‘ = T o=t e
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BF132552.D\data.ms

3500000

e T e
12.00 12.50 13.00

3000000
2500000
2000000

1500000
14.201

1000000 15.754

500000
/840 14.654 14983 198338156 16.512
_AA_N_,N/\N.W_MR\,‘J\/\W_J\

3.695 N

R
18.50

T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

8270-BF022223.M Tue Feb 28 10:48:25 2023 Page: 3



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\

BF132552.D

: 27 Feb 2023 14:54
: CG\JU
. 01669-01

: 9 Sample Multiplier: 1

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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.
5.237 30.82 ng 1545630 1,4-Dichlorobenzene-d4 7.001
Hit# of 5 Tentative ID MW MolForm CAS# 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 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 408 (5.237 min): BF132552.D\data.ms (-403) (-) m/z 43.00 100.00%
43.0
59.0
5000
101'0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
'y 630 ‘ 5.005.205.40 560
i Sl m/z 59.08  63.40%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L L I LN L
5.00 5.20 5.40 5.60
101.0 m/z 101.00 23.72%
7.0 | ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
Do
5.00 5.20 5.40 5.60
5000 59.0 m/z 58.00 16.52%
101.0
0“¥%?‘HM‘in“Mp““%%q“ T
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R EARREmmEEREE S
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.60%
5000 41.0
0 \H \‘ \‘ if ‘ 12\6'0 142.0
T T e P e
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132552.D

Acq On : 27 Feb 2023 14:54
Operator : CG\JU

Sample : 01669-01

Misc

ALS Vial : 9 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 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.766  16.49 ng 1174150  Acenaphthene-d10 10.048
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 1348 (10.766 min): BF132552.D\data.ms (-1344) (- m/z 105.00 100.00%
105.0
77.0
181.9
5000
51.0 P ——
10.50 11.00
152.0
Ol b 328 RS m/z 77.00  66.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 ‘
182.0 10.50 11.00
51.0 m/z 181.95  53.17%
ol 20 | 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘f\\
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 50.95 22.31%
51.0
oo |
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- T L
105.0 10.50 11.00
m/z 181.10 8.38%
77.0
5000
51.0
0 27.0 | \‘ T— ] | ‘ 125.0 1540
A 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\BF022723\
Data File : BF132552.D

Acq On : 27 Feb 2023 14:54
Operator : CG\JU

Sample : 01669-01

Misc

ALS Vial : 9 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.
12.054 4.90 ng 331686  Phenanthrene-die 11.542
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1567 (12.054 min): BF132552.D\data.ms (-1564) (- m/z 72.95 100.00%
73.0
43.0
5000
129.0
213.2 T T
‘ “ 157.1185.2 ‘ 256.1 12.00
0 WWH‘M!H Ml gl H‘Ju “w‘mw”H_“wmwww”‘_ m/z 59.95 82.94%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 S :
129.0 12.00
213.0 m/z 43.00 74.92%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘H\L \‘\““\\H‘”h “\H\‘\i‘\\H‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid
73.0
— T \
12.00
5000 43.0 129.0 m/z 57.00  63.82%
185.0
. 228.0
R O . O
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 55.00 57.80%
5000 129.0
99.0
s e T
0%§9MHMHM‘WMMMWHWMMM‘HH_‘HJH‘_HW‘HWH‘W‘ e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132552.D

Acq On : 27 Feb 2023 14:54
Operator : CG\JU

Sample : 01669-01

Misc

ALS Vial : 9 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 Oxalic acid, isobutyl hepta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.024 5.82 ng 302107  Chrysene-di12 14.201
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 91
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 90
3 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 90
4 Hexadecyl nonyl ether 368 C25H520 1000406-37-7 74
5 Carbonic acid, decyl dodecyl ester 370 C23H4603 1000383-16-1 74
Abundance Scan 1902 (14.024 min): BF132552.D\data.ms (-1899) (- m/z 57.00 100.00%
57.0
14.00 |
39.0 2340 :
ob—rdyl i “ ” ““ AR 1811 VT 2880 3852 43.05  71.60%
m/z--> 50 100 150 200 250 300 350
Abundance #290944: Oxalic acid, isobutyl heptadecyl ester
57.0
5000 — :
14.00
97.0 m/Z 71.10 65.61%
i
O\‘\‘\h‘\” “H“\‘“\1\\‘\\\\‘\\2\3§9\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
T
14.00
5000 m/z 55.00 53.60%
‘ ‘ 97.0
oLl pass0  mag 290
m/z--> 50 100 150 200 250 300 350
Abundance #301027: Oxalic acid, isobutyl octadecyl ester —— ‘
57.0 14.00
m/z 83.05 49.24%
5000
‘ 97.0 2970
7.
oLl o g IO o
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132552.D

Acq On : 27 Feb 2023 14:54
Operator : CG\JU

Sample : 01669-01

Misc

ALS Vial : 9 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 wunknownl6.512 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.512 2.67 ng 134506  Perylene-di12 15.754
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 41
2 Terephthalic acid, 4-chloro-3-me... 332 C18H17Cl04 1000323-69-7 38
3 1-(9-Phenanthrenyl)-2-propanone 234 C17H140 1000326-08-9 30
4 2-Amino-4-methyl-6-(2-thienyl)py... 191 C9H9N3S 026963-43-9 30
5 2-Fluoro-3-trifluoromethylbenzoi... 332 C15H9C1F402 1010331-62-3 30
Abundance Scan 2325 (16.512 min): BF132552.D\data.ms (-2323) (-} | m/z 191.10 100.00%
191.1
2000 5.0 W“WMWMMVW/\M“MWMMNNA
41. 1
X 264.0 319.1 398.1 16.50
0 m/z 177.10 67.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 — :
16.50
398.0 m/z 95.00 44.19%
02 9“ h \\m \\u u\‘m\ L ‘ 1,,25003180 |
m/z--> 100 150 200 250 300 350 400
Abundance #239052. Terephthalic acid, 4-chloro-3-methylphenyl pro
191.0
T \
16.50
5000 m/z 55.05 43.60%
104.0 WMWM
ol Ly L | 2730 se20
m/z--> 50 100 150 200 250 300 350 400
Abundance #116366: 1-(9-Phenanthrenyl)-2-propanone —— ‘
191.0 16.50
m/z 123.10 35.34%
- “WW
43.0
ol 880 139.0, | 23%5-0
I R A At e P
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132552.D

Acqg On : 27 Feb 2023 14:54
Operator : CG\JU

Sample : 01669-01

Misc

ALS vial : 9 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-... 5.237 30.8 ng 1545630 1 7.001 1002950 20.0
Benzophenone 10.766 16.5 ng 1174150 3 10.048 1424300 20.0
n-Hexadecanoic ... 12.054 4.9 ng 331686 4 11.542 1354660 20.0
Oxalic acid, is... 14.024 5.8 ng 302107 5 14.201 1038910 20.0
unknownl16.512 16.512 2.7 ng 134506 6 15.754 1007060 20.0
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