LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13 :
Misc : VCPS-B5-081424-10-14

ALS Vvial : 13  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-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47301.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 75 rBV 151628 229818 2.86% 0.422%
2 4.563 279 285 294 rVB 174593 251553 3.13% 0.462%
3 5.010 355 361 372 rBV 2600975 3797233 47.18% 6.967%
4 6.569 615 626 641 rBV 2549527 4074927 50.63% 7.477%
5 7.351 750 759 769 rBV 753582 1177690 14.63% 2.161%

6 8.498 947 954 964 rBV 1635655 2743783 34.09% 5
7 9.087 1049 1054 1062 rBV 58185 98571 1.22% ©
8 10.110 1220 1228 1235 rBV 953274 1577864 19.61% 2.895%
9 10.875 1352 1358 1371 rBV 124112 274938 3.42% ©
10 11.086 1386 1394 1403 rBV3 33521 92698 1.15% ©

11 12.622 1647 1655 1672 rBV 3775539 5724505 71.13% 10.503%
12 14.016 1885 1892 1899 rBV 1435624 2171437 26.98%
13 14.269 1926 1935 1942 rBV2 73173 169219 2.10%
14 14.569 1979 1986 1996 rBV2 56667 192023 2.39%
15 15.521 2142 2148 2169 rBV 3548556 5254570 65.29%

oo w
w
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N
R

16 16.780 2356 2362 2366 rBV 1914333 2704021 33.60%
17 16.821 2366 2369 2376 rVV 361225 491424  6.11%
18 16.910 2380 2384 2392 rVB 109271 159170 1.98%
19 17.715 2515 2521 2530 rBV2 767773 1153717 14.34%
20 17.845 2540 2543 2548 rBV2 71807 105978 1.32%

ONOO PN
N
O
N
R

21 18.856 2710 2715 2720 rBV 805796 1118597 13.90%
22 19.015 2738 2742 2752 rBV2 327143 506430 6.29%
23 19.156 2761 2766 2770 rBV 813706 936877 11.64%
24 19.221 2770 2777 2786 rVB 651161 1089275 13.53%
25 19.445 2810 2815 2819 rBV 6640344 8047913 100.00% 14.766%

R, R oON
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N
O
R

26 19.480 2819 2821 2826 rVB 287994 288583 3.59% ©.529%
27 19.733 2861 2864 2868 rVB2 111432 133965 1.66% ©0.246%
28 19.833 2878 2881 2885 rVB 104812 118487 1.47% ©0.217%
29 20.756 3034 3038 3050 rVB3 471740 790618 9.82%  1.451%
30 21.015 3076 3082 3087 rBV2 2548902 3884206 48.26% 7.127%
31 21.056 3087 3089 3099 rVB 429825 548653 6.82% 1.007%
32 22.056 3255 3259 3264 rVB 230575 336516 4.18% 0.617%
33 22.303 3297 3301 3309 rVB3 400543 652608 8.11% 1.197%
34 22.874 3394 3398 3404 rBV = 221781 445549  5.54% 0.817%
35 23.709 3533 3540 3557 rVB 1300764 3158407 39.25% 5.795%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13 :
Misc : VCPS-B5-081424-10-14

ALS Vvial : 13  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-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 54501823
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13 :
Misc : VCPS-B5-081424-10-14

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047301.D\data.ms
6000000
5000000
4000000 12.62:

3000000 5.010 6.569

2000000 8.498

1000000 7.351 10.110

3.257 4.563 9.087 10.87%36

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\

Time--> 300 350 400 450 500 550 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: BM047301.D\data.ms

19.445
6000000

5000000

4
000000 15521

3000000 21.015

2000000 16.780
14.016

1000000 17.715 18.85891.56) 20.736,056 22 (%303
161821 9.01319
14.268.569 16.910 1845 J@b;?%

D R o e e B e S

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: BM047301.D\data.ms

6000000

5000000

4000000

3000000

2000000 23.709

1000000R.874

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@82124\
Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13 :
Misc VCPS-B5-081424-10-14

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Propylene Glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.257 3.90 ng 229818 1,4-Dichlorobenzene-d4 7.351

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 50
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

Abundance  Scan 63 (3.257 min): BM047301.D\data.ms (-60) (-) m/z 45.05 100.00%

45.0
5000 /k
AR mEEEE R
3.00 3.20 3.40 3.60
oA 880 1350 2081 2809  385. /7 43.05 18.93%
m/z--> 50 100 150 200 250 300 350
Abundance #1083: Propylene Glycol
45.0
5000 LI AL L LA L B
3.00 3.20 3.40 3.60
m/z 61.10 6.67%
O\‘\‘U\“““\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #2394: (R)-(-)-3-Methyl-2-butanol
45.0
e R R e
3.00 3.20 3.40 3.60
5000 m/z 44.05 4.47%
Al ero
ol B
m/z--> 50 100 150 200 250 300 350
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R R e
45.0 3.00 3.20 3.40 3.60
m/z 42.05 3.00%
B W\MJ\WJ\M
ol A 2 | |
m/z--> 50 100 150 200 250 300 350 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13 :
Misc : VCPS-B5-081424-10-14

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.563 4.27 ng 251553  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 50
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

4 Silane, dimethyl- 60 C2H8Si 001111-74-6 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 285 (4.563 min): BM047301.D\data.ms (-279) (-) m/z 43.10 100.00%

43.1
5000
101.1 ) e
‘ 4.20 4.40 4.60 4.80
b 2079 281U 7 59.10  60.64%
miz--> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B B B LA BN B
4.20 4.40 4.60 4.80
m/z 101.10  23.26%
‘ 101.0
01:\3“\0“‘\‘ ‘\h‘ ‘ ‘\ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
R R RE R o
4.20 4.40 4.60 4.80
m/z 58.10  16.26%
5000 101.0
27.0
0 ‘h‘l“““““l“”‘u‘u N —
m/iz--> 50 100 150 200 250
Abundance #4583: Morpholine, 4-methyl- B ALEEEESEEEEESE S
43.0 4.20 4.40 4.60 4.80
m/z 41.05 9.51%
5000
101.0
) ——— u“m‘”}u S SRS
m/z--> 50 100 150 200 250 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@82124\
Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13

Misc

ALS vial : 13  Sample Multiplier: 1

VCPS-B5-081424-10-14

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 6

3 1-Phenoxypropan-2-ol

R.T. EstConc Area Relative to ISTD R.T.
10.875 3.48 ng 274938 Naphthalene-d8 10.110
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 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 1-Amino-3-phenoxypropan-2-ol 167 CSH13NO2 004287-19-8 64

Abundance Scan 1358 (10.875 min): BM047301.D\data.ms (-1352) (- | m/z 94.10 100.00%
94.1
5000 /\\
152.0
51.0 h 1211 ‘ 10.50 11.00
Oberrerb bt P L2080 7710 26.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
10. 50 11 00
152.0 m/z 152.00  18.42%
45.0
| \\‘ \‘ ‘ ‘119 0 ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
‘ T T ‘ T \A T
10.50 11.00
5000 m/z 78.05 16.94%
45.0 152.0
0 erol Lo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0 10. 50 11 00
m/z 108.10  14.54%
43.0
5000
0 \H T 1210 1490 1930
‘H“H‘“H“H“‘H“‘H“_“‘_“W“‘W“H“‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\

Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13 :
Misc VCPS-B5-081424-10-14
ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .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 4 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.715 8.53 ng 1153720  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2521 (17.715 min): BM047301.D\data.ms (-2515) (- | m/z 73.05 100.00%
5000
129.0
213.2 — —
| 171-1‘ ‘ 256.3 17.50 18.00
o3 b LT 8aL s 4310 79.63%
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 == S
129.0 17.50 18.00
3.0 213.0 m/z 60.05 78.75%
171.0 ‘
0’ H}M‘\‘N \“ T “\ \“ \‘\H“ \‘\“\ T “\ LI B B B
miz-> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
— —
17.50 18.00
5000 129.0 m/z 57.10 65.60%
29. 185.0 541 284.0
o 31 ORI A p—
miz--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid == T
73.0 17.50 18.00
m/z 55.10 64.59%
5000 129.0
29. 171.0
‘ 214.0
ow‘h Aol L) ““‘ - =
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13 :
Misc VCPS-B5-081424-10-14

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.015 2.61 ng 506430 Chrysene-d12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74
4 Dodecanoic acid 200 C12H2402 000143-07-7 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70

Abundance Scan 2742 (19.015 min): BM047301.D\data.ms (-2738) (- | m/z 73.10 100.00%

5000 129.0
202.1
241.2

%.

ol “h”‘ bl i) ‘ o, ‘L e L, 8L gz 43.10 91.42%

mi/z--> 5 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid

5000 129.0 ——
19.00
284.0 ,
‘ 185.0 2410 ‘ m/z 66.08  78.99%
O T T ‘\ “‘ “m‘ h‘ \‘ ‘ ‘\ \‘ T \ “ \‘ T ‘\ \‘ “\ T \‘\ ‘ L ‘ L
10

N
w

miz--> 50 0 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
T \
129.0 256.0 19.00
5000 ITI/Z 57.10 71.29%
213.0
24 i 10,
0\\“\‘ MW‘“HHHM\HM‘ HH‘HH‘HH‘HH“H
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e P ‘
43.0 19.00
m/z 55.10 64.89%
5000 284.0
3.0 129.0
‘ 185.0 2410
0 \‘\M ‘uh\“ M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ \“\\\‘\‘\\\\‘37\27' e
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13 :
Misc VCPS-B5-081424-10-14

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Butyl citrate Concentration Rank 2

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

19.157 4.82 ng 936877  Chrysene-di12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 76
2 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 72
3 Adipic acid, 2-decyl isobutyl ester 342 C20H3804 1000353-59-6 72
4 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 56
5 Adipic acid, 3,3-dimethylbut-2-y... 286 C16H3004 1000353-66-7 56
Abundance Scan 2766 (19.156 min): BM047301.D\data.ms (-2761) (- | m/z 185.10 100.00%

185.1
129.0
5000
| ‘ 259.1 19.00 19.50

ol b b L[ 3130886.2401 1y 159 00 70.05%

m/z--> 50 100 150 200 250 300 350 400
Abundance #269580: Butyl citrate
185.0
129.0

5000 P -
19.00 19.50

57.10  23.43%

41.0 259.0
T ‘\ ‘\“ ““\ \ \“\ " \‘ T ‘\ “ “\ L ‘ T T ‘ L T ‘ T \3‘6\]-.\0\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #163264: Adipic acid, butyl 3-pentyl ester
129.0
185.0

o

19 OO 19 50
5000 41.05 18.29%
55.0
0‘\”\\‘”\‘\”\\ \‘\‘\‘ \“‘\H‘\‘\H\‘HH‘HH‘HH‘\ UML
m/z--> 50 100 150 200 250 300 350 400
Abundance #251096: Adipic acid, 2-decyl isobutyl ester
129.0 19 00 19 50

m/z 259.15 11.83%

185.0
5000
57.0
o] H “‘ bl \\h il [ 269.0

m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13 :
Misc : VCPS-B5-081424-10-14

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Pentadecafluorooctanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.756 4.07 ng 790618  Chrysene-di12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 1-Nonadecene 266 C19H38 018435-45-5 93
3 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Docosyl trifluoroacetate 422 C24HA45F302 1000351-75-5 91

Abundance Scan 3038 (20.756 min): BM047301.D\data.ms (-3034) (- | m/z 57.10 100.00%

57.1
5000

—— ——
}2 1 2291 20.50 21.00
o_m_‘Wﬁ“mww“33‘9‘4”Hf‘??%wwwww m/z 43.10 82.13%
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 55.10 70.34%

1 FF, D 2520 4699 648.
‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘HH‘\\H‘H\\‘\\H‘\Hw\\
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #155961: 1-Nonadecene
97.0

o

— —
20.50 21.00
5000 m/z 83.10 68.33%
0 21-3‘ heao 266.0
et et e e
mlz--> 0 50 100150 200 250300 350400 450500550 600 650
Abundance #333983: Nonadecyl heptafluorobutyrate T —
97.0 20.50 21.00

m/z 69.10 64.45%

B iM
69.0
jl 266.0 462.0

OB bbby e —

\ T
m/z--> 0 50 100150200 250300 350400450500 550 600 650 20.50 21.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
BM047301.D

: 21 Aug 2024 17:06
: RC/JU
: P3617-13

. 13

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

VCPS-B5-081424-10-14

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.303 3.36 ng 652608 Chrysene-di2 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 74
4 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 64
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59

Abundance Scan 3301 (22.303 min): BM047301.D\data.ms (-3297) (- | m/z 59.05 100.00%
59.0
- A\
= =
“w 1651 22.00 22.50
ol LS “‘1 hpafool221l 2941 3683 4291 uu 73.05  72.58%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 = o
22.00 22.50
‘ m/z 55.10 50.59%
O \‘\“\ \““ H\J\‘m\m“\‘u\‘h\}‘\]-\8\4\‘0\\\\‘\2\8\1\(‘)\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400 450
Abundance #108044: Tetradecanamide
59.0
— ——
22.00 22.50
5000 m/z 41.10 32.61%
H 128.0 227.0
LD B LV v I S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #245085: 13-Docosenamide, (2)- — —
59.0 22.00 22.50
m/z 43.10 32.06%
- J\/Lj\\/\/\ﬁ
126.0
337.0
0 ‘ ‘““J\“184()2400 — —
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47301.D

Acqg On : 21 Aug 2024 17:06

Operator : RC/JU

Sample : P3617-13 :
Misc : VCPS-B5-081424-10-14

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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|
Propylene Glycol 3.257 3.9 ng 229818 1  7.351 1177690 20.0
2-Pentanone, 4-... 4.563 4.3 ng 251553 1 7.351 1177690 20.0
1-Phenoxypropan... 10.875 3.5 ng 274938 2 10.110 1577860 20.0
n-Hexadecanoic ... 17.715 8.5 ng 1153720 4 16.780 2704020 20.0
Octadecanoic acid 19.015 2.6 ng 506430 5 21.015 3884210 20.0
Butyl citrate 19.157 4.8 ng 936877 5 21.015 3884210 20.0
Pentadecafluoro... 20.756 4.1 ng 790618 5 21.015 3884210 20.0
9-Octadecenamid... 22.303 3.4 ng 652608 5 21.015 3884210 20.0
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