LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Q1415-01

Misc :

ALS Vvial : 16 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-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141769.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.293 28 34 52 rVB 20550 53463 3.20% 0.412%
2 2.540 69 76 92 rVB 414683 724892 43.36% 5.584%
3 3.216 186 191 220 rBV 37280 118915 7.11% 0.916%
4 4,175 346 354 371 rBV 334532 527025 31.52% 4.060%
5 5.404 558 563 587 rBV 986323 1464643 87.61% 11.283%
6 6.422 731 736 766 rBV 968118 1456506 87.12% 11.220%
7 6.781 792 797 805 rBV 299682 386466 23.12% 2.977%
8 7.345 887 893 906 rBV 645709 928964 55.57% 7.156%
9 7.628 931 941 957 rBV3 11951 38369 2.30% 0.296%
10 8.063 1010 1015 1041 rVB 321653 481091 28.78% 3.706%
11  8.787 1134 1138 1155 rBV 120219 179623 10.74%  1.384%
12 9.134 1192 1197 1208 rBV 1280300 1671850 100.00% 12.879%
13 9.216 1208 1211 1222 rVB 10864 19019 1.14% 0.147%
14 9.816 1307 1313 1327 rBV 333249 477546 28.56% 3.679%
15 10.528 1429 1434 1442 rBV 78466 107009 6.40% 0.824%
16 10.604 1442 1447 1462 rBV 531130 769859 46.05% 5.931%
17 10.851 1479 1489 1495 rBvV4 27710 56107 3.36% 0.432%
18 11.151 1535 1540 1551 rBV 17440 30084 1.80% 0.232%
19 11.298 1560 1565 1579 rBV 317303 438056 26.20% 3.375%
20 11.828 1650 1655 1667 rBv2 56818 125203 7.49% 0.965%
21 12.180 1711 1715 1721 rVB 14217 18627 1.11% 0.143%
22 12.622 1785 1790 1797 rBV6 9084 21746 1.30% 0.168%
23 12.686 1797 1801 1807 rVB2 20730 29617 1.77% 0.228%
24 12.880 1829 1834 1845 rBV 1084082 1377952 82.42% 10.615%
25 13.157 1876 1881 1884 rBV 20583 26782 1.60% 0.206%
26 13.416 1921 1925 1928 rBV 14634 19654 1.18% 0.151%
27 13.592 1951 1955 1960 rVB 26004 34299 2.05% 0.264%
28 13.780 1982 1987 2004 rBV4 40646 137269 8.21% 1.057%
29 13.939 2009 2014 2021 rVV 286546 415698 24.86% 3.202%
30 14.004 2021 2025 2032 rVB 28187 44363 2.65% 0.342%
31 14.392 2087 2091 2097 rBV2 33174 54244  3.24% 0.418%
32 14.686 2136 2141 2149 rBv2 95243 153482 9.18% 1.182%
33 14.769 2150 2155 2162 rVB 52048 77876  4.66% 0.600%
34 15.174 2220 2224 2232 rVB3 14604 23937 1.43% 0.184%
35 15.380 2254 2259 2271 rBV 266404 471646 28.21% 3.633%
36 15.815 2330 2333 2339 rVB2 12471 18895 1.13% 0.146%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql415-01

Misc

ALS Vvial : 16 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-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 12980777
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141769.D\data.ms
1200000

1000000 5.404 6.422

800000

7.345
600000

2.540

400000 4175

6.781

200000

2.293 3.216 7.62¢
Omi—ﬁ\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘ J‘m

Time--> 2.20 2.40 2.60 2.80 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
Abundance TIC: BF141769.D\data.ms
9.134

1200000
12.880

1000000
800000

600000 10.604

400000 8.063 9.816 11.298

- ‘/\ N N /\_,‘/LmA—/\ —

o—"—t = —e e ‘
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF141769.D\data.ms
1200000

13.157
P

1000000
800000
600000

400000
13.939 15.380

14,086,
5@9@78@ 004 14.392 : 15.174 15.81

T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

200000

T ‘ T
18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 unknown2.293 Concentration Rank 10

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

2.293 2.77 ng 53463 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Ethanediol 62 C2H602 000107-21-1 7
2 Hydrogen isocyanate 43 CHNO 000075-13-8 3
3 Monoethanolamine 61 C2H7NO 000141-43-5 3
4 Peroxide, dimethyl 62 C2H602 000690-02-8 3
5 n-Propyl fluoride 62 C3H7F 000460-13-9 3
Abundance  Scan 34 (2.293 min): BF141769.D\data.ms (-28) (-) m/z 43.00 100.00%

43.0
5000
62.0

‘ 220 240 260
Ob el 839 h 42,00 36.95%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #377: 1,2-Ethanediol
31.0

5000 LA L AL L B B B
220 240 2.60
43.0 m/z 62.00  28.19%
180 Ul &0
O T ‘ T \‘\ T ‘ T T i T ‘ T } T ‘ TT T "\ T ‘ TT T ‘ T ‘ T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #75: Hydrogen isocyanate

9.

220 2.40 2.60
5000 m/z 44.05 27.80%

29.0
15.0 ‘ ‘
0mm‘m_‘1‘!;””_1”‘”H,mwuwmw
miz-> 10 20 30 40 50 60 70 80 90

Abundance #357: Monoethanolamine e A T
30.0 220 240 260

m/z 61.00 20.33%

m/z-->

5000
15.0 42.0 61.0
0 | i ‘\

10 20 30 40 50 60 70 80 90

220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34

Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
: 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-Butenoic acid, methyl est... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

2546 37.51ng 724892 1,4-Dichlorobenzene-dd  6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butenoic acid, methyl ester, (Z)- 100 C5H802 004358-59-2 80
2 Methyl methacrylate 100 C5H802 000080-62-6 64
3 2-Propenoic acid, 2-methyl-, 2-h... 144 C7H1203 000923-26-2 56
4 2-Butenoic acid, methyl ester, (E)- 100 C5H802 000623-43-8 47
5 2-Propenoic acid, 2-methyl-, 2-p... 124 C7H802 013861-22-8 32

Abundance  Scan 76 (2.540 min): BF141769.D\data.ms (-69) (-) m/z 41.05 100.00%
41.0
69.0
5000
100.1 e M
| 551 85.0 M 2.20 2.40 2.60 2.80
0l e e e m/z 69.00 62.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4228: 2-Butenoic acid, methyl ester, (2)-
69.0
41.0
5000 1000 | L L B LA B B
2.20 2.40 2.60 2.80
m/z 39.10 52.81%
ol 210 | w80 | 850
H‘HH‘\H\“\H‘\‘H\\‘\\‘H‘HH‘\H\‘\\‘H’HH“H\\‘\H\’HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4144: Methyl methacrylate
41.0 69.0
R e B
2.20 2.40 2.60 2.80
5000 ITI/Z 100.10 21.37%
100.0
15.0 | 55. 85.0
BN A SRS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #23925: 2-Propenoic acid, 2-methyl-, 2-hydroxypropyl es RS R RRRRRRRER
69.0 2.20 2.40 2.60 2.80
41.0 m/z 99.10 13.69%
5000
100.0
55. 85.0
o FO LD B0 meowee L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 wunknown3.216 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.216 6.15 ng 118915 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 L-Lactic acid 90 C3H603 000079-33-4 9

Abundance Scan 191 (3.216 min): BF141769.D\data.ms (-186) (-) m/z 45.10 100.00%

45.1
5000 /L
Rmaas RN EREE
- 61.0 2.80 3.00 3.20 3.40 3.60
O O m/z 43.05 17.71%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 I L L B R
2.80 3.00 3.20 3.40 3.60
20.0 m/Z 61.00 6.38%
O \\‘HH‘HH‘H\l"\\\\‘\“! H\‘HH‘H!} \H\F\’%\?\?ﬁ\?‘\\\\‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
T e
2.80 3.00 3.20 3.40 3.60
5000 m/z 44.00 5.53%
0 19.0 ‘3"1\0380 530610 750
rrerrreprerrp e b e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1084: Propylene Glycol Njﬁj(:?ﬂAW“u“u‘,‘
45.0 2.80 3.00 3.20 3.40 3.60
m/z 42.00 3.14%
5000
31.0
Oty ?19P \ M‘\ 9“ 22 6%(16%07F0\ \ fm |
TR T R et T T R T R TR e TR RS TOY e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Diethyl carbonate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.175  27.27 ng 527025 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl carbonate 118 C5H1e03 000105-58-8 83
2 2,3-Butanediol 90 C4H1e02 000513-85-9 36
3 2,3-Butanediol, [R-(R*,R*)]- 90 C4H1e02 024347-58-8 9
4 Diethyl pyrocarbonate 162 C6H1005 001609-47-8 9
5 Butane, 1-methoxy- 88 C5H120 000628-28-4 9

Abundance Scan 354 (4.175 min): BF141769.D\data.ms (-346) (-) m/z 45.10 100.00%

45.1
5000 91.0
63.0 R N BAREE SR
3.80 4.00 4.20 4.40
Ol i b P80 LD myz 91.00  43.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9872: Diethyl carbonate
45.0
29.0
5000 91.0 T T T T T T T
3.80 4.00 4.20 4.40
63.0 m/z 63.00 18.86%
0 150 \“ | A | 76.0 119.0
H\‘H\\‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #2568: 2,3-Butanediol
45.0
T
3.80 4.00 4.20 4.40
5000 m/z 43.05 7.64%
27.0
0l 140 " |l 590 75.0 90.0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2614 2,3-Butanediol, [R-(R*,R*)]- T T
45.0 3.80 4.00 4.20 4.40
m/z 59.10 4.02%
5000
27.0
0 140 |, |l 580 75'0 90.0
e e e e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Hexanedioic acid, 2-methyl-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.787 7.47 ng 179623  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, 2-methyl-5-met... 200 C10H1604 004513-62-6 58
2 1-Cyclohexylpiperazine 168 C10H20N2 1000484-48-8 15
3 1-Cyclohexene-1-carboxylic acid 126 C7H1002 000636-82-8 14
4 1-Chlorosulfonyl-3-methyl-1-azas... 251 C9H14C1INO3S 016933-89-4 14
5 1-(4-Methylhexahydrocyclopenta[b... 182 C11H1802 1000186-82-3 14

Abundance Scan 1138 (8.787 min): BF141769.D\data.ms (-1134) (-) m/z 81.10 100.00%

81.1
59.0 1260
5000
R R AREE
‘ 169.1 8.40 8.60 8.80 9.00 9.20
0" 38 ‘NWW““W‘L”“‘m‘hu“‘w“‘u“‘ m/z 88.00 79.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75382: Hexanedioic acid, 2-methyl-5-methylene-, dimet
88.0
150 410 126.0 A
5000 R RN R
8.40 8.60 8.80 9.00 9.20
169.0 m/z 126.00 62.87%
bl L]
Ot T ! Tt ‘i \MH‘\‘ \‘l“l“‘\“\”‘i‘\ \‘h}‘\ T h—— | L \?9(‘)\(\)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43292: 1- Cydohexyumperamne
126
e e AR o
8.40 8.60 8.80 9.00 9.20
5000 m/z 140.05 62.18%
56.0 168.0
T
NI I Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12786: 1-Cyclohexene-1-carboxylic acid R R
81.0 8.40 8.60 8.80 9.00 9.20
m/z 59.00 57.62%
5000 126.0
41.0 J
0 m,‘H“,“mmwd“l‘m ‘uu%‘o‘wp‘_m‘mmm_mw _m_m_m_uw‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.528 4.48 ng 107009  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 Benzoyl isothiocyanate 163 C8HS5NOS 000532-55-8 47
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 47
Abundance Scan 1434 (10.528 min): BF141769.D\data.ms (-1429) (- m/z 105.00 100.00%
105.0
.o 182.1
5000
51.0
N T
10.50
152.0
Ol il ke 2290 RS m/z 77.00  60.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — :
10.50
51.0 m/z 182.10  54.42%
o270 ||| 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro-
105.0
N T
77‘0 10.50
5000 m/z 51.00 26.30%
51.0
0 27.0 | \‘ INI— | ‘ 125.0 1540
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide — ‘
105.0 10.50
m/z 50.00 8.75%
77.0
5000
51.0
0l 280 | L 1340 165.0 )
R R I B am =
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 unknownl1©.851 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.851 2.56 ng 56107 Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 4-chlorophenyl me... 186 C8H7C103 024260-28-4 35
2 Benzenemethanol, 4-bromo- 186 C7H7BroO 000873-75-6 10
3 (3-Ethoxyphenyl)acetic acid 180 C10H1203 072775-83-8 10
4 Ethyl propylphosphonofluoridate 154 C5H12F02P 1000298-31-3 10
5 1,3-Cyclopentadiene, 1,3-bis(1-m... 150 C11H18 123278-27-3 10
Abundance Scan 1489 (10.851 min): BF141769.D\data.ms (-1479) (- m/z 107.10 100.00%
10y7.1
186.0
59.0
135.0
5000
620 i -
3 1 T =
0’ JL L L w/z 127.60 98.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #61535: Carbonic acid, 4-chlorophenyl methyl ester
99.0 127.0
5000 — ——
186.0 10.50 11.00
59.0 m/z 186.00  75.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61380: Benzenemethanol, 4-bromo-
79.0 107.0 A
186.0 A N
10.50 11.00
5000 m/z 99.10 74 .88%
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54303: (3-Ethoxyphenyl)acetic acid “ —
107.0 10.50 11.00
m/z 59.00 64.51%
5000 135.0
180.0
29.0 77.0
o |
om_“‘“;wmpmH‘\muwluw‘m:wwuwuwm‘_m - —
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@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.828 5.72 ng 125203  Phenanthrene-di10 11.298
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 11
Abundance Scan 1655 (11.828 min): BF141769.D\data.ms (-1650) (- m/z 43.05 100.00%
43.0 |73.0
5000 1291
213.2 T T
157.1185.1 256.1 11.50 12.00
0“WH‘AL‘ m/z 73.00 99.72%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 7 T
11.50 12.00
157.01g5 2130  256.0 m/z 60.00 95.80%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ——4
11.50 12.00
5000 129.0 m/z 41.10 80.35%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0 11. 50 12 00
43.0 m/z 57.05 74.71%
5000 129.0
185.0
|
0;§RW\WHMMMMmkﬁ“wuﬁmwwuwMwwwuwwuwwwwwuww
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.780 6.60 ng 137269  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
3 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91

Abundance Scan 1987 (13.780 min): BF141769.D\data.ms (-1982) (-} | m/z 57.05 100.00%
57.0
11.1
—— —
‘ N 13.50 14.00
obn m‘ M b 1B 28LO0 iz 43.10 91.55%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 —r e
11.0 13.50 14.00
m/z 55.05 83.06%
169.0
O\J\‘“\ﬂ\\\‘%h\“\“\l“\\\\‘!2\3\18‘()\\\\‘\\\\‘\\\\‘ﬂ?’\4\?\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
—— —
13.50 14.00
5000 11.0 m/z 83.05 69.87%
Il ipsso =20 e
0- by A1 br s HSEL. £ L SN
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #335528: Tricosyl pentafluoropropionate T —
57.0 13.50 14.00
m/z 97.10 58.82%
- W\J\W
0 ! A za0 | 320 Aesl T T
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 unknownl4.004 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.004 2.13 ng 44363  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 35
2 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 32
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 27
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 25
Abundance Scan 2025 (14.004 min): BF141769.D\data.ms (-2021) (- m/z 73.05 100.00%
73.0
147.0 5991
5000
281.1 355.1
T
‘ 429.1 14.00
0 Hny“q‘wwk‘uﬁk“_WNM‘mjﬂ\‘q‘w‘_“w‘u‘_‘ m/z 147.00  65.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,
147.0 221.0
73.0
5000 e A ‘
14.00
m/z 221.10 61.29%
‘ 279.0
O \\\“\\‘\\‘\kf‘”%f\\%w‘l lf\‘\\Wl\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345416: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris
73.0
Al gl
14.00
5000 ITI/Z 281.05 32.86%
147.0
221.0281.0
| | 310 450 5100
O+t e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide e
147.0 14.00
m/z 355.10  31.04%
5000 281.0
77.
0“HNA?W%W\m‘ﬁ%%gh‘k‘u‘W‘H‘_‘H‘H‘W‘H‘_‘ i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 unknownl14.392 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14302 2.61ng 54244 Chrysene-d12 13.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H66095i18  ©@B556-70-7 42

1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H5407Si8 000556-69-4 40
Dimercaptobutane-1,4-diol, 4TMS 442 C16H4202S2Si4 959295-06-8 38
,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
ercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 32

Abundance Scan 2091 (14.392 min): BF141769.D\data.ms (-2087) (- m/z 73.05 100.00%
73.0
221.1
5000
355.1
— —T—
J \ t \ t 14.00 14.50
0 — \‘d“““‘\”‘\”\“\“‘ \\“\‘\‘\‘M“‘HH‘HH‘HH‘H T m/z 147.00 69.72%
m/z--> 100 200 300 400 500 600 700
Abundance #349824:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0
s000{ 30 A i
369.0 14.00 14.50
m/z 221.05 62.94%
Ll ass0 730,
0 \\1\‘1\!“‘\ \\Hj\“r‘\‘!]‘\‘r'?\‘\\\\‘\\\\‘\\\
m/z--> 100 200 300 400 500 600 700
Abundance #346774:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,15-0cta
221.0
FANPEIVASPIEN
14.00 14.50
73.0 [
5000 ITI/Z 281.00 34.43%
369.0
0 " L ul “t il 503.0 591.0
L o o L B e ey
m/z--> 100 200 300 400 500 600 700
Abundance #322707: 2,3-Dimercaptobutane-1,4-diol, 4TMS — ——
73.0 14.00 14.50
m/z 355.10 27.86%
5000
221.0
1‘{ I ll 3359 )
o+ttt I A ‘
m/z--> 100 200 300 400 500 600 700 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 13-Docosenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.686 6.51 ng 153482  Perylene-di2 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 64
5 Palmitoleamide 253 C16H31NO 106010-22-4 64
Abundance Scan 2141 (14.686 min): BF141769.D\data.ms (-2136) (-} | m/z 58.95 100.00%
59.0
5000 A\
——— —
‘97-0 1541 14.50 15.00
0 Mol ga 58T 207024022771 3208 T o, g 6g o1y
m/z--> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 S ——
1370 / 14;50 @5 15550(;9°
97.0 e m/z . . 0
0 ‘\“ ‘ ‘ \MH\ “H} ‘U“ \h“\ ‘} “ L ]\-9\350\ \2\4\().‘()\ T \29\4‘.0\ } T ‘\.
miz--> 50 100 150 200 250 300
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
—— —
14.50 15.00
5000 ITI/Z 43.05 37.58%
126.0 281.0
0 ?M‘P m‘\“ \‘\‘m“ h\!‘ i“‘ : ?‘8‘\4‘0’ Ly }2‘3§? - “ .‘ T
miz--> 50 100 150 200 250 300
Abundance #110061: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydr P ——
59.0 14.50 15.00
m/z 41.05 35.53%
- NM/V\
0 wlll gl \106‘0 14-}‘0 19602290
el e —— ——
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql1415-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 13 unknownl14.769 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.769 3.30 ng 77876  Perylene-di12 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methylisoxazol-3-amine bis(tri... 290 C8H4F6N203 1000373-35-6 37
2 6-Methyl-8-o0x0-6,7,8,9-tetrahydr... 221 C11H11NO4 134076-69-0 37
3 Pyridine-3-carboxamide, oxime, N... 281 C13H1OF3N30 288246-53-7 27
4 1-Bromo-11-iodoundecane 360 C11H22BrI 139123-69-6 27
5 2-Amino-4,6-dihydroxypyrimidine,... 415 C10H2F9N305 1000375-76-1 10

Abundance Scan 2155 (14.769 min): BF141769.D\data.ms (-2150) (- m/z 69.05 100.00%

69.0
5000 1470 2211

2810 355.1 — e
‘ | ‘ ‘ 429.: 14.50 15.00
0 ‘“WWAMMMMNNWWwH‘VM\L“‘Wﬁ‘M“H&N‘\HV‘Hk‘ m/z 73.05 54.48%
miz--> 50 100 150 200 250 300 350 400
Abundance #187110: 5-Methylisoxazol-3-amine bis(trifluoroacetate)
69.0
221.0
5000 T —
14.50 15.00

m/z 81.00 52.65%

15.0, ‘ 13‘7.0 L 299.0
O\.\‘\\‘il\“‘\‘\“T\‘\\‘\\\\‘\i\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #99933: 6-Methyl-8-0x0-6,7,8,9-tetrahydro-5-oxa-9-azabe
69.0

—
14.50 15.00

5000 221.0 m/z 221.05 42.39%
153.0
0 “‘qumm‘”MHMh‘MM&‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #174084: Pyridine-3-carboxamide, oxime, N-(2-trifluorom RN i
69.0 244.0 14.50 15.00

m/z 147.00  39.75%

5000 161.0
114.0
|\\ H\”‘
T

7 T
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

g

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141769.D

Acqg On : 25 Feb 2025 17:34
Operator : RC/JU

Sample : Ql415-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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|
unknown2.293 2.293 2.8 ng 53463 1 6.781 386466 20.0
2-Butenoic acid... 2.540 37.5 ng 724892 1 6.781 386466 20.0
unknown3.216 3.216 6.2 ng 118915 1 6.781 386466 20.0
Diethyl carbonate 4.175 27.3 ng 527025 1 6.781 386466 20.0
Hexanedioic aci... 8.787 7.5 ng 179623 2 8.063 481091 20.0
Benzophenone 10.528 4.5 ng 107009 3 9.816 477546 20.0
unknown10.851 10.851 2.6 ng 56107 4 11.298 438056 20.0
n-Hexadecanoic ... 11.828 5.7 ng 125203 4 11.298 438056 20.0
Heptadecyl hept... 13.780 6.6 ng 137269 5 13.939 415698 20.0
unknownl4.004 14.004 2.1 ng 44363 5 13.939 415698 20.0
unknown14.392 14.392 2.6 ng 54244 5 13.939 415698 20.0
13-Docosenamide... 14.686 6.5 ng 153482 6 15.380 471646 20.0
unknown14.769 14.769 3.3 ng 77876 6 15.380 471646 20.0
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