LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc :

ALS Vvial : 14 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 M\Methods\8270-BM082624 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47367.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.257 60 63 79 rVB 192780 321669 4.01% 0.490%
2 4.563 278 285 294 rVB 147176 221999 2.77% 0.338%
3 5.010 355 361 377 rBV 2517330 3851902 47.99% 5.870%
4 6.575 620 627 639 rBV 2510153 4142697 51.61% 6.313%
5 6.981 692 696 706 rBV 94669 182528 2.27% 0.278%

6 7.351 751 759 770 rBV 854216 1324362 16.50% 2
7 8.498 946 954 972 rBV 1685603 2819043 35.12%  4.296%
8 10.104 1218 1227 1234 rBV 1126605 1842847 22.96% 2
9 10.869 1350 1357 1369 rBV 200502 402411 5.01% ©
10 12.616 1647 1654 1670 rBV 4451466 6690743 83.35% 10.196%

11 13.727 1840 1843 1850 rVB 72643 120701 1.50%
12 14.010 1885 1891 1898 rBV 1740619 2625891 32.71%
13 14.074 1898 1902 1912 rVB 102390 176964  2.20%
14 14.245 1925 1931 1933 rBV 786369 1152655 14.36%
15 14.263 1933 1934 1941 rVB 837913 901173 11.23%

RPRrObO
N
N
©
xR

16 15.074 2066 2072 2078 rBV2 89031 151238  1.88%
17 15.374 2119 2123 2133 rVB 50253 92298 1.15%
18 15.527 2142 2149 2157 rBV 3754913 5473232 68.19%

[CRCHC NN
w
i
®
R

19 15.609 2159 2163 2170 rVB3 59371 107353 1.34% 164%
20 15.768 2185 2190 2199 rBVS5 55457 113358 1.41% 173%
21 16.439 2300 2304 2313 rVB 82562 141937 1.77% ©.216%
22 16.521 2313 2318 2323 rBV4 58344 121343 1.51% 0.185%
23 16.598 2328 2331 2340 rVB 70805 143210 1.78% 0.218%
24 16.780 2356 2362 2366 rBV 2180939 3078070 38.35% 4.690%
25 16.821 2366 2369 2375 rVB 1241777 1552519 19.34%  2.366%
26 16.909 2380 2384 2391 rVV 335088 489866 6.10% 0.746%
27 16.986 2392 2397 2402 rVB3 47872 90773 1.13% ©0.138%
28 17.198 2430 2433 2436 rBV 80574 95135 1.19% ©.145%
29 17.309 2448 2452 2457 rBV3 63597 90473 1.13% 0.138%
30 17.486 2478 2482 2489 rVB2 100177 145745 1.82% 0.222%
31 17.656 2507 2511 2515 rBV 212136 317070 3.95% ©.483%
32 17.709 2516 2520 2529 rVV2 805005 1339006 16.68%  2.040%
33 17.786 2530 2533 2539 rVV 145610 256383 3.19% ©.391%
34 17.851 2539 2544 2548 rVV3 302690 553957 6.90% ©.844%
35 17.886 2548 2550 2559 rVB 150189 228276 2.84%  ©.348%

36 18.168 2595 2598 2602 rVB 127816 154438 1.92% ©.235%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS Vvial : 14 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 M\Methods\8270-BM082624 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 18.215 2603 2606 2611 rVB 96905 122784 1.53% 0.187%
38 18.592 2666 2670 2674 rBV 117129 182878 2.28% 0.279%
39 18.739 2691 2695 2703 rBV3 115953 197071 2.46%  0.300%
40 18.856 2710 2715 2721 rBV 2078970 2838738 35.37% 4.326%

41 19.015 2738 2742 2747 rBV2 277904 3775069 4.70% ©.575%
42 19.227 2769 2778 2787 rBV2 1781440 2913156 36.29% 4.439%
43 19.450 2811 2816 2820 rVB 6550272 8026958 100.00% 12.232%
44 20.168 2934 2938 2942 rVB 869831 954418 11.89%  1.454%
45 20.492 2991 2993 2998 rVB 199225 221615 2.76% ©.338%

46 20.756 3035 3038 3042 rVB2 426631 487800 6.08% 0.743%
47 21.021 3077 3083 3087 rBV2 2009470 3664791 45.66% 5.585%
48 21.062 3087 3090 3095 rVB 801689 967741 12.06% 1.475%
49 22.880 3395 3399 3405 rBV 517897 1132861 14.11% 1.726%
50 23.721 3537 3542 3549 rVB 1000772 2022614 25.20% 3.082%

Sum of corrected areas: 65624199
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047367.D\data.ms
7000000

6000000

5000000
12.61¢

4000000

3000000
5.010 6.575

2000000 8.498

10.104
1000000 7.351

3.257 4.563 6.981 10.869
O ‘ T T T ‘ T T T T ‘ UL ‘ T T T ‘ T T T T ‘ T T 171 ‘ T T 171 ‘ T 1T ‘ﬁ T ‘ T T 1T ‘ T T 17T ‘ T T 1T ‘ T 1T ‘ T T 17T ‘ T T T ‘ T T 1T ‘ T T 1T ‘ T T T T ‘ T T 17T ‘ TTT

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BM047367.D\data.ms
7000000 19.450

6000000
5000000

4000000 15.527

21.021
3000000

21/062
20.168 20,756

20.49

1 W
13.7 OM% P68 1666339

O e L L B o et e s A e e B B e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BM047367.D\data.ms
7000000

2000000 14.010

1000000 268

6000000
5000000
4000000
3000000
23.721

20000002.880

1000000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 R-(-)-1,2-propanediol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.257 4.86 ng 321669 1,4-Dichlorobenzene-d4 7.351

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
2 Propylene Glycol 76 C3H802 000057-55-6 78
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance  Scan 63 (3.257 min): BM047367.D\data.ms (-60) (-) m/z 45.10 100.00%
451
5000 jk
R o RN
3.00 3.20 3.40 3.60
ol ot 870 1530 2149 2950 3400 /7 43.16  19.81%
miz--> 50 100 150 200 250 300
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 LI AL L LA L B
3.00 3.20 3.40 3.60
m/z 61.00 6.86%
0\H\“‘L“\““‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\
miz-> 50 100 150 200 250 300
Abundance #1085: Propylene Glycol
45.0
R RAREE T
3.00 3.20 3.40 3.60
5000 m/z 44.05 5.26%
0\“\W\““\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ /\NM
m/iz--> 50 100 150 200 250 300
Abundance #1093: (S)-(+)-1,2-Propanediol R R e
45.0 3.00 3.20 3.40 3.60
m/z 42.10 2.94%
h ”HANNWmMﬂk“Wwwwww“ww
0ttt T
m/z--> 50 100 150 200 250 300 3.00 3.20 3.40 3.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
BMo47367.D

Aug 2024 17:18

: RC/JU
. P3737-01

14

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.563 3.35 ng 221999 1,4-Dichlorobenzene-d4 7.351

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 25

4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 Tetraglyme 222 C10H2205 000143-24-8 23
Abundance Scan 285 (4.563 min): BM047367.D\data.ms (-278) (-) m/z 43.05 100.00%
43.0
5000
101.1
R RRaaamanae:
‘ ) 4.20 4.40 4.60 4.80
Obrrrprer btk L 2420 192.92209 2665 /7 59.10  66.00%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L B R B BN R B
4.20 4.40 4.60 4.80
m/z 101.10 26.14%
15.0 ‘ 101.0
O\\\‘\‘\‘MH‘HMH}‘HH“HH“‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR R
4.20 4.40 4.60 4.80
5000 m/z 58.05 16.06%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- R ERRRRZEEEE S S
59.0 4.20 4.40 4.60 4.80
m/z 41.10 9.94%
5000 101.0
i
o"""h“u“‘M;Hmw‘uuu_m_m_m_m‘wwwwm S ———
m/z--> 20 40 60 80 100120140160180200220240260 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18

Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.981 2.76 ng 182528 1,4-Dichlorobenzene-d4 7.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 64
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 56
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 42
Abundance Scan 696 (6.981 min): BM047367.D\data.ms (-692) (-) m/z 45.05 100.00%
45.0
5000
72.1
S RRRRERaRsEEEES s ums s
6.60 6.80 7.00 7.20 7.40
104.1
0 Hwm‘,‘lumlu“M‘m‘1H‘_‘H?"QWHW%Q??W m/z 59.85  37.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000
720 6.60 6.80 7.00 7.20 7.40
m/z 72.10 27.65%
1o | | | a0
\\\‘\\\\’\\\\‘\\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38389: Diethyl carbitol
45.0
R
6.60 6.80 7.00 7.20 7.40
5000 72.0 m/z 73.10 17.38%
\\\‘\\\\’\\\\‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53405: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- TR e
45.0 6.60 6.80 7.00 7.20 7.40
m/z 43.00 16.86%
5000
72.0
SR L T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.869 4.37 ng 402411 Naphthalene-d8 10.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
Abundance Scan 1357 (10.869 min): BM047367.D\data.ms (-1350) (- | m/z 94.10 100.00%
94.1
5000 J&
152.1
451 661“ ‘1190 1050 1100
Ol bpl A0 1910 s 77,05 26.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30117: 1-Phenoxypropan-2-0
94.0
5000
1050 1100
152.0 m/z 152.05 18.22%
45.0
Ll | \H ‘\ ‘1190 ‘
O\\\‘\\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
P
10.50 11.00
5000 m/z 78.05 15.92%
45.0 152.0
LL®el | o |
okum,uu,uu_m‘HH_WWH_MWH
miz--> 20 40 100 120 140 160 180
Abundance #19881.Ethan0L2—phen0xy—
94.0 1050 1100
m/z 108.10  14.97%
5000
138.0
570 5LO L
oHW‘“H““HHMm_H“_‘m_m_m_m_m‘
m/z--> 20 40 60 80 100 120 140 160 180 1050 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 unknownl4.245 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.245 8.78 ng 1152660  Acenaphthene-d10 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 12
2 Glutaric acid, di(4-methoxy-2-me... 332 C17H3206 1010359-42-1 10
3 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 10
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
5 Acetic acid, cyano(hydroxyimino)... 170 C7H10N203 076101-98-9 10

Abundance Scan 1931 (14.245 min): BM047367.D\data.ms (-1925) ({ | m/z 43.85 100.00%
43.0

101.1
5000 1371

4;

= ‘
b L1 | ss0077

ool TR M 2680 L m/z 57.05  55.52%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109018: trans-5-Isopropyl-6,7-epoxy-8-hydroxy-8-methy
43.0

o

-

5000 A
112.0 14.00 14.50

m/z 101.10  52.09%

Flo
‘h \‘\h \‘ H\\ i \‘H Wl 570 195.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #238995: Glutaric acid, di(4-methoxy-2-methylbutyl) este

o

4;

101.0
roe ‘
14.00 14.50
45.0 m/z 97.10  49.88
5000 . + 664
0 J u‘\ ‘ J 1133.0 199.0 287.(
e b ST e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7476: 7-Oxabicyclo[4.1.0]heptane, 1-methyl- — —
43.0 14.00 14.50
970 m/z 137.05  44.91%
5000 ﬂ
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 unknownl4.262 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.262 6.86 ng 901173  Acenaphthene-di1e 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 14
2 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 14
3 9-Acetoxynonanal 200 C11H2003 029541-97-7 11
4 Nonane, 2-bromo-5-ethyl- 234 C11H23Br 055162-38-4 10
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 10
Abundance Scan 1934 (14.263 min): BM047367.D\data.ms (-1933) (- | m/z 43.10 100.00%
43.1
5000 A
137 1
—— —
il h\ Wy || e oy M
0L ‘u . “‘M“ T m/z 57.10 60.28%
m/z--> 100 150 200 250
Abundance #4542 (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
5000 e ——
101.0 14.00 14.50
m/z 97.10 47.04%
Ol?mc\)“m L‘m “‘ML !‘ \“ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #186381: Pentadecane, 1-bromo-
57.0
— —
137.0 14.00 14.50
5000 m/z 101.10 45 .00%
\ 97.0
2ol LT, || amozo zar0 s
miz--> 50 100 150 200 250
Abundance #75507: 9-Acetoxynonanal — —
43.0 14.00 14.50
m/z 59.10 31.09%
5000 97.0 ﬂ
B 1 W P 2.0 SN U | BN
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 Anthracene, 9-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.656 2.06 ng 317070  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
Abundance Scan 2511 (17.656 min): BM047367.D\data.ms (-2507) (- | m/z 192.05 100.00%
192.1
— =
302.1 17.50 18.00
94.9  150. w
ol 00 L PRl 2300 | 3409 pio 19110 59.39%
miz--> 50 100 150 200 250 300 350
Abundance #67026: Anthracene, 9-methyl-
192.0
5000 == —
17.50 18.00
m/z 189.05 30.52%
96.0
0 \?9\0“ \‘\‘\”“\““ T \1;5“2.\9‘\“‘ LB B
miz--> 50 100 150 200 250 300 350
Abundance #67038: Phenanthrene, 2-methyl-
192.0
— =
17.50 18.00
5000 m/z 193.10 16.31%
5,390 960 1390 |
e e
m/z--> 50 100 150 200 250 300 350
Abundance #67043: Phenanthrene, 1-methyl- — ——
192.0 17.50 18.00
m/z 190.05 15.64%
5000
95.0
Slq L \‘u h 13\99 h‘\ I m‘ﬂ‘
e —r— ——
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 Anthracene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.709 8.70 ng 1339010  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
Abundance Scan 2520 (17.709 min): BM047367.D\data.ms (-2516) (- | m/z 192.10 100.00%
192.1
73.1
5000
129.0 — P
256.3 17.50 18.00
0 b L3041 3SLL sy 73,10 67.18%
m/z--> 50 100 150 200 250 300 350
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 —— —
17.50 18.00
m/z 191.10  55.69%
ol 390 P30 1300 |
\\\\‘\\\\‘\\\\‘\\\’\\\\’\\\\’\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #67039: Phenanthrene, 2-methyl-
192.0
== =
17.50 18.00
5000 m/z 60.05 52.21%
94.0
oL w0 |
m/z--> 50 100 150 200 250 300 350
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- —— ——
192.0 17.50 18.00
m/z 43.10 51.97%
) JJL
0 39.0 . “9?\0 1390 h“ L u“
e e e — —
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.851 3.60 ng 553957  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 83
2 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
3 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
4 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 43
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 38

Abundance Scan 2544 (17.851 min): BM047367.D\data.ms (-2539) (- | m/z 189.05 100.00%
189.1
94.7 — p——
500 1391 m 17.50 18.00
ol 200 .l I39LL Ml 247.1 29313320 /7 199.05  98.09%
miz--> 50 100 150 200 250 300 350
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — —
17.50 18.00
95.0 m/z 192.10 55.72%
O\\“é%i\“\‘\‘”\“ \\]-\37\‘0\‘\\‘h“\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0
— e
17.50 18.00
5000 m/z 191.10 45 .04%
29.0
ol B
m/z--> 50 100 150 200 250 300 350
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy- = —
190.0 17.50 18.00
m/z 187.05 22.10%
5000
63.0
133.0
RE-E Y VI VTS Y U Y o
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.015 2.06 ng 377509  Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 52
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49
Abundance Scan 2742 (19.015 min): BM047367.D\data.ms (-2738) (- | m/z 73.05 100.00%
73.0 202.1
5000 129.0
— T \
YPUY W
0’ LTFTWmn. Wy W ‘37"74‘:1‘39‘2"1” — m/z 202.10 91.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 —— ‘
185.0 19.00
m/z 60.05 78.19%
0 2}! “\“‘UH}‘“‘\\M \“‘\ \‘\\‘\‘\‘\ \“‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
73.0
T [
19.00
5000 129.0 m/z 43.10 78.03%
199.0
i 11T
ol b Ly L
m/z--> 50 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— ‘
43.0 19.00
m/z 57.10 69.16%
5000 284.0
129 0
‘ ‘ 185.0
I T = Y T -
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.168 5.21 ng 954418 Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Palmitoleamide 253 C16H31NO 106010-22-4 80
3 Octadecanamide 283 C18H37NO 000124-26-5 53
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 47
5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 35

Abundance Scan 2938 (20.168 min): BM047367.D\data.ms (-2934) (- | m/z 59.10 100.00%
59.1

—

5000
— —
“ ‘ 2201 3001 20.00 20.50
ol LA u“m et a0t 3700 437.4 8023 nyy 72,10 75.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —— ——
20.00 20.50
‘ m/z 55.10 35.52%
O‘\‘\“\‘\“ H\J\m\m‘“\‘“\h\\l‘l\]_\8\4\‘()\\\\‘2\\8\]-\‘0\ TTT ‘ TTTT ‘ T \\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #139496: Palmitoleamide
59.0
—— —
20.00 20.50
5000 ITI/Z 41.10 29.34%

126
”. \“ﬂ th uh L " r 194. 0253 0

-

0—H4 o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177475: Octadecanamide
59.0 20.00 20.50
m/z 43.10 23.03%
o JA/—\/\
128.0 283.0
o_‘HUmm‘“"?‘1%9""u"MW_WH_M — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 Pentadecafluorooctanoic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.756 2.66 ng 487800  Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
3 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 90
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 89

Abundance Scan 3038 (20.756 min): BM047367.D\data.ms (-3035) (- | m/z 57.10 100.00%
7.1

5
5000

229.1
—— —
9.1 20.50 21.00
302.1
0 _l“m..“..435-3525~4 m/z 43.10  79.30%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ——
20.50 21.00

m/z 83.10 77.20%

okl FF,O 2520 " 3690 648
‘\\H‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-

57.0

T T
20.50 21.00

5000 m/z 55.10  75.37%

L | .0196.0 AM/L\A

ol
miz--> 0 50 100150200 250 300 350 400 450 500 550 600 650

Abundance #228815: 1-Hexadecanesulfonyl chloride — —
57.0 20.50 21.00
m/z 69.10 66.48%
o A/\JLVJ\A
9.0 224.0
m/z--> 0 50 100150200 250300 350400450500 550 600 650 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82724\
Data File : BM@47367.D

Acqg On : 27 Aug 2024 17:18
Operator : RC/JU

Sample : P3737-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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|
R-(-)-1,2-propa... 3.257 4.9 ng 321669 1  7.351 1324360 20.0
2-Pentanone, 4-... 4.563 3.4 ng 221999 1  7.351 1324360 20.0
Ethanol, 2-(2-e... 6.981 2.8 ng 182528 1  7.351 1324360 20.0
1-Phenoxypropan... 10.869 4.4 ng 402411 2 10.104 1842850 20.0
unknown14.245 14.245 8.8 ng 1152660 3 14.010 2625890 20.0
unknown14.262 14.262 6.9 ng 901173 3 14.010 2625890 20.0
Anthracene, 9-m... 17.656 2.1 ng 317070 4 16.780 3078070 20.0
Anthracene, 2-m... 17.709 8.7 ng 1339010 4 16.780 3078070 20.0
4H-Cyclopenta[d... 17.851 3.6 ng 553957 4 16.780 3078070 20.0
Octadecanoic acid 19.015 2.1 ng 377509 5 21.021 3664790 20.0
9-Octadecenamid... 20.168 5.2 ng 954418 5 21.021 3664790 20.0
Pentadecafluoro... 20.756 2.7 ng 487800 5 21.021 3664790 20.0
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