LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc : VCPS-B5-081424-0-10

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

Signal : TIC: BM@47302.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 73 rBV 120533 184718 2.12% 0.267%
2 4.563 279 285 295 rVB 162546 236096 2.71% 0.341%
3 5.010 355 361 376 rBV 2474567 3570006 40.90% 5.157%
4 6.569 615 626 642 rBV 2387358 3844340 44.05% 5.554%
5 7.351 752 759 768 rBV 781015 1218036 13.96% 1.760%

6 8.498 947 954 964 rBV 1538290 2590470 29.68%
7 9.086 1047 1054 1066 rBV2 53678 100765 1.15%
8 10.110 1220 1228 1234 rBV 986979 1632862 18.71%
9 10.874 1351 1358 1370 rBV 114736 249034  2.85%
10 11.086 1388 1394 1412 rBV4 34977 109190 1.25%

OO NOW
w
vl
O
R

11 12.621 1647 1655 1670 rBV 3848673 5708603 65.41%
12 14.015 1885 1892 1898 rBV 1507532 2248435 25.76%
13 14.080 1898 1903 1914 rVB 87677 151144 1.73%
14 14.268 1926 1935 1941 rBV2 74746 178422 2.04%
15 15.074 2067 2072 2078 rBV 90424 135985 1.56%

OO WO
N
=
00
S

16 15.521 2142 2148 2161 rBV 3382496 5106965 58.52%
17 16.598 2323 2331 2341 rVB2 74575 178237 2.04%
18 16.780 2356 2362 2365 rBV 1958007 2763156 31.66%
19 16.821 2365 2369 2374 rVB 1241925 1682243 19.28%
20 16.909 2379 2384 2390 rVV 308998 456332 5.23%

ONWON
Xe]
O
N
R

21 17.198 2424 2433 2445 rBV2 163357 320533 3.67%
22 17.656 2506 2511 2515 rBV 188082 260408 2.98%
23 17.715 2515 2521 2529 rVV2 1066692 1637872 18.77%
24 17.786 2530 2533 2539 rVV3 110270 204521 2.34%

OO NOO
w
[e))
o))
B

25 17.850 2539 2544 2548 rVV2 242847 446092 5.11% 644%
26 17.886 2548 2550 2558 rVB 111414 153021 1.75% 0.221%
27 18.168 2594 2598 2602 rBV 103185 132572 1.52% ©.192%
28 18.215 2602 2606 2611 rVB2 79533 112619 1.29% ©.163%
29 18.592 2666 2670 2674 rBV2 86381 137666 1.58% 0.199%
30 18.733 2690 2694 2702 rBV2 80295 142375 1.63% 0.206%

31 18.856 2710 2715 2719 rBV 2120882 2774792 31.79%
32 18.892 2719 2721 2730 rVB4 135577 257086 2.95%
33 19.015 2738 2742 2749 rBV3 424887 610094  6.99%
34 19.156 2761 2766 2769 rBV 1000175 1114372 12.77%
35 19.221 2769 2777 2787 rVV 1769582 2839845 32.54%

PP OO N
o]
o]
=
R

36 19.303 2787 2791 2799 rVB2 82929 143874 1.65% 0.208%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc : VCPS-B5-081424-0-10

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

37 19.409 2805 2809 2810 rBV 113124 120582 1.38% 0.174%
38 19.444 2810 2815 2819 rVV 7206196 8727555 100.00% 12.608%

39 19.480 2819 2821 2826 rVB2 375852 378242 4.33%  0.546%
40 19.562 2829 2835 2841 rVV3 111856 270881 3.10% ©.391%
41 19.692 2853 2857 2858 rBV3 118712 132373 1.52% ©.191%
42 19.727 2860 2863 2869 rVB2 296039 428708 4.91% 0.619%
43 19.833 2877 2881 2885 rBvV2 243522 295166  3.38% 0.426%
44 19.886 2886 2890 2894 rvv2 181201 260370  2.98% 0.376%
45 20.027 2911 2914 2918 rVB2 94205 116445 1.33% ©0.168%
46 20.074 2919 2922 2926 rBV 107501 135461 1.55% 0.196%
47 20.486 2990 2992 2998 rVB 128516 170036 1.95% 0.246%
48 20.650 3017 3020 3023 rBV2 147458 178759 2.05% ©.258%
49 20.691 3024 3027 3030 rBV 138170 163135 1.87% 0.236%
50 20.756 3034 3038 3042 rBV3 510507 731919 8.39% 1.057%
51 21.015 3075 3082 3086 rBV2 2545402 4660571 53.40% 6.733%
52 21.056 3086 3089 3099 rVB 993709 1386842 15.89% 2.003%
53 22.050 3255 3258 3264 rVB 249118 347961 3.99% 0.503%
54 22.303 3296 3301 3309 rVB 548283 929576 10.65%  1.343%
55 22.868 3392 3397 3403 rBV 604821 1470891 16.85% 2.125%
56 23.462 3494 3498 3509 rVB 365054 806797 9.24%  1.166%
57 23.585 3513 3519 3529 rVB 501857 1179996 13.52% 1.705%

58 23.709 3533 3540 3547 rBV 1181132 2698067 30.91%  3.898%

Sum of corrected areas: 69223114
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc : VCPS-B5-081424-0-10

ALS vial : 14 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: BM047302.D\data.ms
7000000

6000000
5000000
4000000 12.621

3000000
5.010 6.569

2000000 8.498

1000000 7.351 10.110

3.257 4.563 ﬂ; 9.086 10-@.4)86

O‘\\'Y\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\

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: BM047302.D\data.ms

7000000

19.444

6000000

5000000

4000000
15.521

21.015

3000000

16.780
164821

2000000
14.015

22.303

22'0.5/%/\/\/\
1408068  15.074 16,588 271081 7 e arna BE5RS

O L L e e e B L. e A e 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: BM047302.D\data.ms

7000000

17.715

1000000

6000000
5000000
4000000
3000000

2000000 23.709
P.868

5
1000000 Mﬁ

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@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc VCPS-B5-081424-0-10

ALS vial : 14 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 R-(-)-1,2-propanediol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.257 3.03 ng 184718 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 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance  Scan 63 (3.257 min): BM047302.D\data.ms (-60) (-) m/z 45.05 100.00%
45.0
5000 ﬂ\
E  ARREERE RS
3.00 3.20 3.40 3.60
ol 29 951 1291 1530 sz 43,05  19.20%
m/z--> 20 40 60 80 100 120 140 160
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 61,10 7.20%
27,0
J\AM‘ J..1 760
O\\\\‘\\\\‘\\\\’\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #1085: Propylene Glycol
45.0
A\‘\\\\‘\\\\‘\\\\’\\\
3.00 3.20 3.40 3.60
5000 m/z 44.05 5.84%
27.0
'l ‘\‘ . 16.0
oLl R e e
m/z--> 20 40 60 80 100 120 140 160
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 2.85%
B MMJ\%W\/W
0 27”9 (il 1 71.0 89.0
e R RAREE R
m/z--> 20 40 60 80 100 120 140 160 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@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc VCPS-B5-081424-0-10

ALS vial : 14 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 5
R.T. EstConc Area Relative to ISTD R.T.
4.563 3.88 ng 236096 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 72
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 38
3 Propanamide, 2-methoxy-N-methyl- 117 C5H11NO2 1000196-12-6 32
4 4-Methoxy-1-pentene 100 C6H120 098386-09-5 27
5 Tetraglyme 222 C10H2205 000143-24-8 25

Abundance Scan 285 (4.563 min): BM047302.D\data.ms (-279) (-) m/z 43.05 100.00%

3.0
5000
101'1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
‘ ‘ 4.20 4.40 4.60 4.80
bbb it 2 2901 28L0 0 m/z 59.18  59.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L B LA LN B
4.20 4.40 4.60 4.80
101.0 m/z 101.10 24.17%
O \\\‘\‘\“H“h\\\w \H\"\\H“HH‘H\\‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
A A RamaanET
4.20 4.40 4.60 4.80
5000 m/z 58.10 14.91%
101.0
27.0 ‘
] T L T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9656: Propanamide, 2-methoxy-N-methyl- T S R
59.0 4.20 4.40 4.60 4.80
m/z 41.05 8.12%
5000
29.0
Oty 880170
m/z--> 20 40 60 80 100120140160180200220240260280 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@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc VCPS-B5-081424-0-10

ALS vial : 14 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 3 1-Phenoxypropan-2-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.874 3.05 ng 249034  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 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
5 3-(.alpha.-Hydroxyethyl)-aniline 137 C8H11NO 002454-37-7 59
Abundance Scan 1358 (10.874 min): BM047302.D\data.ms (-1351) (- | m/z 94.10 100.00%
94.1
5000 /k
152.1
51.0 | 119.0 ‘ 10.50 11.00
obrer b 90 L2070 77005 27.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: l-Phenoxypropan -2-0
94.0
5000
10. 50 11 00
152.0 m/z 152.05 16.98%
45.0
O 19.01190!!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19881: Ethanol, 2-phenoxy-
94.0
‘ T T ‘A 4 T
10.50 11.00
5000 m/z 78.05 15.23%
138.0
0 510
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0 10. 50 11 00
m/z 108.10  12.80%
5000
45.0 152.0
O e il STOL L1210 b M
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@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc : VCPS-B5-081424-0-10

ALS vial : 14 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 4 5H-Indeno[1,2-b]pyridine Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.198 2.32 ng 320533  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 95
2 Carbazole 167 C12HSN 000086-74-8 93
3 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 86
4 2-Azafluorene 167 C12HSN 000244-40-6 78
5 ethanone, 1-(9H-carbazol-9-yl)- 209 C14H11NO 1000400-59-5 72
Abundance Scan 2433 (17.198 min): BM047302.D\data.ms (-2424) (- | m/z 167.10 100.00%
167.1
5000 /{
— —
. 83.6 115.1 ‘ 17.00 17.50
ol 390 M5 L 2050 8020 ./, 166.05  21.41%
miz-> 50 100 150 200 250 300
Abundance #42488: 5H-Indeno[1,2-b]pyridine
167.0
5000 s =
17.00 17.50
m/z 168.10  14.08%
ol 390 Fuso |
T T T T ‘ T ’ T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #42483: Carbazole
167.0
M i
17.00 17.50
5000 m/z 139.05 11.64%
0 510\ \\8‘3‘”0 11\?0 ‘h \‘
et
miz--> 50 100 150 200 250 300
Abundance #71567: 9H-Carbazole, 9-nitroso- T T
167.0 17.00 17.50
m/z 140.05 9.57%
5000
30.0
o 620 130
e
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc VCPS-B5-081424-0-10

ALS vial : 14 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.715 11.86 ng 1637870  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2521 (17.715 min): BM047302.D\data.ms (-2515) (- m/z 73.05 100.00%
73.0

5000

1290 1951

—
| | ‘ ‘ 256.3 17.50 18.00
o8 Ll Ll Ly 1778000 3850 6 05 76.84%

mi/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0

5000 e —r—
129.0 17.50 18.00
3.0 213.0 m/z 43.10  75.93%
171.0
o b L L \ I
miz--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
17.‘50 18.‘00
5000 129.0 m/Z 57.10 64.57%
29. 171.0
214.0
0 — “‘ I, dm“\ ;\u‘\‘u “ ‘h“ .l “‘ ‘ “\‘ T T T
m/z--> 50 100 150 200 250 300 350
Abundance #109283: Tetradecanoic acid — =
73.0 17.50 18.00

m/z 41.10 62.44%

5000 129.0
185.0
228.0
1 ‘\\‘M“ \\h\“ {\u‘\‘ mi ‘ L ‘ Ll ‘

== ‘
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@82124\
Data File : BM@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc : VCPS-B5-081424-0-10

ALS vial : 14 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 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 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.851 3.23 ng 446092  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 93
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
4 Methyl diselenide 190 C2H6Se2 007101-31-7 49
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45

Abundance Scan 2544 (17.850 min): BM047302.D\data.ms (-2539) (- | m/z 190.05 100.00%
19p.1
94.6 _— ——
63.0 150 17.50 18.00
btk 2509} 2249 2829 ./, 189,10  95.99%
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — R
940 17.50 18.00
4 m/z 192.10  35.93%
5310 630 \‘\ 1370 |
T T T ’ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
- P
17.50 18.00
5000 m/z 191.10 33.61%
94.0
S
m/iz--> 50 100 150 200 250 300
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde == s
39.0 190.0 17.50 18.00
m/z 187.10 20.48%
91.0
5000 133.0
ok M‘"\‘ \M\‘\H‘ Lo e — g
m/z--> 50 100 150 200 250 300 17.50 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
BM047302.D

: 21 Aug 2024 17:45
: RC/JU
: P3617-12

14

hod
le

ry

Sample Multiplier: 1

VCPS-B5-081424-0-10

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

: 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 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.015 2.62 ng 610094  Chrysene-di12 21.015
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 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 2742 (19.015 min): BM047302.D\data.ms (-2738) (- | m/z 73.05 100.00%
7’2
5000
1220 202.1 va\
— T \
VR I
ol A b L 3881 429 43 te 8o 06w
miz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
50007 28. 284.0 T 7 \
185.0 19.00
‘ m/z 60.05 75.22%
oL “Hw“‘“““HJ\\‘W\! u‘w“\‘ ‘\ NE “ il ‘\“ ‘\ ‘\‘ . “‘ R
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
T \
19.00
5000 129.0 m/z 57.10 70.61%
199.0
il YR TS
ol AR L 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T ‘
43.0 19.00
m/z 55.10 67.98%
5000 284.0
1290
‘ 185.0
I L i T Y o
m/z--> 5 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc VCPS-B5-081424-0-10

ALS vial : 14 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 8 Butyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.156 4.78 ng 11143760  Chrysene-d12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid, cyclohexyl isobutyl... 284 C16H2804 1000324-25-8 72
3 Adipic acid, butyl 2-methylpent-... 286 C1l6H3004 1010353-55-8 72
4 Hexanedioic acid, bis(2-methylpr... 258 C14H2604 000141-04-8 72
5 Adipic acid, isobutyl 3-pentyl e... 272 C15H2804 1000324-60-4 56
Abundance Scan 2766 (19.156 min): BM047302.D\data.ms (-2761) (- | m/z 185.10 100.00%
185.1
129.0
5000
57.1 —— J‘L
‘ ‘ 250.1 19.00 19.50
Ot gk o 12223 | 31813850 159 00 67.58%
miz--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000 1 17
19.00 19.50
41.0 250.0 m/z 57.10 21.26%
| ‘ L #go |, | 361,
0\\\‘\\\\ \\‘\\\\‘\\\\‘\\\\’\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #178624. Adipic acid, cyclohexyl isobutyl ester
129.0
e e
19.00 19.50
5000 m/z 41.10 18.00%
185.0
410, 830
obphebdi it by
m/z--> 50 100 150 200 250 300 350
Abundance  #181417: Adipic acid, butyl 2-methylpent-3-yl ester — ——
129.0 185.0 19.00 19.50
m/z 111.00 11.74%
- JMJJL
m/z--> 5 100 150 200 250 300 350 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@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc : VCPS-B5-081424-0-10

ALS vial : 14 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 9 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.756 3.14 ng 731919  Chrysene-di2 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 92
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 3038 (20.756 min): BM047302.D\data.ms (-3034) (- | m/z 57.10 100.00%
57.1
- J@
5.1 T T
h 23J40 4551 430.0 20.50 21.00
ol bbb O e M/Z 43.18 87.70%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
5000 e ——
20.50 21.00
m/z 83.10 83.83%
J | ’ hs-o 210.0
O TTT ‘\IW‘H‘]Y\H%‘l\H‘\‘LH\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
—— —
20.50 21.00
5000 m/z 55.10 82.20%
5.0
ol | fl o 2220 3600 648,
A o L AMARRARRRSATEARAE e
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #173730: 9-Eicosene, (E)- — T
57.0 20.50 21.00
m/z 69.10 78.76%
5000
J [0
ol L 1980 2800 e S
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 20.50 21.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
BM047302.D

: 21 Aug 2024 17:45
: RC/JU
: P3617-12

14

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

VCPS-B5-081424-0-10

: 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 1@ 13-Docosenamide, (Z)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.303 3.99 ng 929576  Chrysene-di12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 96
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 Octadecanamide 283 C18H37NO 000124-26-5 50
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 43

Abundance Scan 3301 (22.303 min): BM047302.D\data.ms (-3296) (- | m/z 59.10 100.00%
59.1
5000 M/\\A‘
== =
| \‘ %14'1 1842 2451 3203 22.00 22.50
ol A LMN L L., 1842 2451 8208 4000 .., 72,10 74.00%
miz--> 50 100 150 200 250 300 350 400
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 —— ——
22.00 22.50
m/z 55.10 52.77%
126.0
337.0
0+ ‘\“ ‘H “H ‘\Md\hh% ‘1“‘\\““‘\\ . %\79\0\ T \2\4(\)‘0\ \2\9\1‘0\ } \‘\ (LI A B
m/z--> 50 100 150 200 250 300 350 400
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
— —
22.00 22.50
5000 m/z 43.10 33.16%
‘ 1250 281.0
o Al iy gropz00 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #110061: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydr — —
59.0 22.00 22.50
m/z 69.10 33.05%
141.0 196.0
(LR N PR o rat de S — —
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc VCPS-B5-081424-0-10

ALS vial : 14 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 11 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.462 5.98 ng 806797  Perylene-di2 23.709
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
5 Perylene 252 C20H12 000198-55-0 89

Abundance Scan 3498 (23.462 min): BM047302.D\data.ms (-3494) (- m/z 252.10 100.00%
1

25p.
o W
e

125.1 2350
oL 571yl 1741 |, | 30303571 4302 ./ 25510  28.44%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzo[e]pyrene
252.0
5000 1
23.50

m/z 253.10  21.07%

125.0
740 | 200.0, |
\\‘\\\\‘!\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138555: Benzo[a]pyrene
252.0

o

5000 m/z 125.10 12.52%
126.0
ol 740 ,| 2000 |
R B B e I A B R o e S
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #138562: Benzo[b]fluoranthene 7
252.0 23.50

m/z 126.10 9.45%

5000
126.0
740 || 2000

R e 2
miz--> 50 100 150 200 250 300 350 400 450 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47302.D

Acqg On : 21 Aug 2024 17:45

Operator : RC/JU

Sample : P3617-12 :
Misc : VCPS-B5-081424-0-10

ALS Vvial : 14 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|
R-(-)-1,2-propa... 3.257 3.0 ng 184718 1  7.351 1218040 20.0
2-Pentanone, 4-... 4.563 3.9 ng 236096 1  7.351 1218040 20.0
1-Phenoxypropan... 10.874 3.0 ng 249034 2 10.110 1632860 20.0
5H-Indeno[1,2-b... 17.198 2.3 ng 320533 4 16.780 2763160 20.0
n-Hexadecanoic ... 17.715 11.9 ng 1637870 4 16.780 2763160 20.0
4H-Cyclopenta[d... 17.851 3.2 ng 446092 4 16.780 2763160 20.0
Octadecanoic acid 19.015 2.6 ng 610094 5 21.015 4660570 20.0
Butyl citrate 19.156 4.8 ng 1114370 5 21.015 4660570 20.0
Cyclopentadecane 20.756 3.1 ng 731919 5 21.015 4660570 20.0
13-Docosenamide... 22.303 4.0 ng 929576 5 21.015 4660570 20.0
Benzo[e]pyrene 23.462 6.0 ng 806797 6 23.709 2698070 20.0
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