LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM044820.D

Acqg On : 29 Mar 2024 18:14
Operator : MA/JU

Sample : P1879-12

Misc :

ALS vial : 5 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-BM032824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@44820.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.505 68 71 81 rBV 55986 88069 1.57% 0.225%
2 5.281 366 373 385 rBV 3161044 4635553 82.73% 11.828%
3 5.687 434 442 447 rBV 31240 56610 1.01% 0.144%
4 6.857 633 641 656 rVB 2957894 4880132 87.10% 12.453%
5 7.328 713 721 728 rBV2 30409 66681 1.19% 0.170%
6 7.669 773 779 786 rVB 527464 801631 14.31% 2.046%
7 8.198 862 869 881 rvVvB2 31771 64953 1.16% 0.166%
8 8.834 969 977 988 rBV 1846424 3021162 53.92% 7.709%
9 9.481 1083 1087 1096 rVB 33170 57555 1.03% 0.147%
10 10.445 1241 1251 1257 rBV 639035 1087010 19.40% 2.774%

11 12.933 1667 1674 1686 rBV 3839915 5603018 100.00% 14.297%
12 14.033 1857 1861 1869 rVB 40591 65892 1.18%
13 14.316 1896 1909 1916 rBV 837640 1436702 25.64%
14 15.816 2157 2164 2173 rBV 2750128 3875271 69.16%

®© VLwOo
00
00
(o]
R

15 16.980 2358 2362 2369 rBV 48880 72233 1.29% 184%
16 17.074 2369 2378 2382 rBV 762593 1202260 21.46%  3.068%
17 17.115 2382 2385 2391 rVB 289013 383431 6.84% 0.978%
18 17.204 2396 2400 2405 rVB 66387 95072 1.70% ©.243%
19 17.862 2506 2512 2517 rVB4 33148 61259 1.09% 0.156%
20 17.921 2517 2522 2524 rBV2 76025 109258 1.95% 0.279%
21 17.980 2528 2532 2543 rVB2 370206 613255 10.95% 1.565%
22 18.145 2554 2560 2564 rBv4 107227 190393 3.40% 0.486%
23 18.180 2564 2566 2573 rVB2 49114 59113 1.06% 0.151%
24 18.268 2576 2581 2587 rBV2 172124 305100 5.45% ©.779%
25 18.415 2602 2606 2609 rBv2 48515 71499 1.28% ©.182%
26 18.698 2651 2654 2659 rVBS5 58306 75568 1.35% ©.193%
27 18.821 2671 2675 2680 rVB2 39534 66287 1.18% ©.169%
28 18.874 2680 2684 2690 rBV2 39865 87721 1.57% ©.224%
29 19.104 2719 2723 2725 rBV 159235 191395 3.42% 0.488%
30 19.139 2725 2729 2734 rVB 374894 518099 9.25%  1.322%

31 19.268 2748 2751 2760 rVB2 149110 243532  4.35% 0.621%
32 19.504 2782 2791 2795 rBV 432834 688682 12.29% 1.757%
33 19.715 2821 2827 2832 rVV 3734557 4360846 77.83% 11.127%
34 20.003 2873 2876 2879 rVB2 59805 77537 1.38% ©.198%
35 20.162 2900 2903 2908 rVB 53979 69437 1.24% ©.177%

36 20.268 2917 2921 2924 rBV 208087 263861 4.71% 0.673%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM044820.D

Acqg On : 29 Mar 2024 18:14
Operator : MA/JU

Sample : P1879-12

Misc

ALS vial : 5 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-BM032824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.339 2930 2933 2938 rVB3 72631 111098 1.98% 0.283%
38 20.962 3035 3039 3042 rBV2 278117 348678 6.22%  0.890%
39 20.998 3042 3045 3051 rVB3 230109 297050 5.30% 0.758%
40 21.198 3076 3079 3084 rBV 248134 301327 5.38% 0.769%
41 21.268 3085 3091 3095 rVV2 844746 1339651 23.91% 3.418%
42 21.303 3095 3097 3105 rVB 214720 295263 5.27% 0©.753%

43 23.503 3466 3471 3478 rVB 520996 950694 16.97%  2.426%

Sum of corrected areas: 39189838
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Mar 2024 18:14
: MA/JU
. P1879-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
BM044820.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44820.D

Acqg On : 29 Mar 2024 18:14
Operator : MA/JU

Sample : P1879-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 8
R.T. EstConc Area Relative to ISTD R.T.
3.505 2.20 ng 88069 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 12
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 9
Abundance  Scan 71 (3.505 min): BM044820.D\data.ms (-68) (-) m/z 44.95 100.00%
45.0
5000 {\\
REEEEEREEE
206.9 3.20 3.40 3.60 3.80
Oy £30, 10481829 2009 2668 n/z 43.e0  21.81%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #1083: Propylene Glycol
45.0
5000 | L L DL R |
3.20 3.40 3.60 3.80
m/z 61.00 6.83%
O\]\_\5\.“()\‘\”\\[“‘1‘\\\“HH“HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #1091: R-(-)-1,2-propanediol
45.0
SN O S
3.20 3.40 3.60 3.80
5000 m/z 43.95 5.21%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R A RERR AT
45.0 3.20 3.40 3.60 3.80
m/z 42.00 4.03%
Y 1 R S S —
m/z--> 20 40 60 80 100120140160180200220240260 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44820.D

Acqg On : 29 Mar 2024 18:14
Operator : MA/JU

Sample : P1879-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.980 10.20 ng 613255  Phenanthrene-di10 17.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Undecanoic acid 186 C11H2202 000112-37-8 83
Abundance Scan 2532 (17.980 min): BM044820.D\data.ms (-2528) (- | m/z 43.00 100.00%
43.0 |73.0
5000
129.0
213.1 T
‘ ‘ H‘ 1711 256.1 18.00
ok : H‘Hu ‘H‘ u‘H\ M\ - “ ‘ m“‘ i ‘\‘ : m/z 72.95 98.78%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.00
97.0 1710 213.0 256.0 m/z 60.00 96.33%
oL— ‘M‘ H\‘\ \\hH\ ‘H‘\ il ‘ ‘ ‘ . \‘ “‘r\‘ . “\‘ N
miz--> 50 150 200 250
Abundance #109279.TeUadecan0k:add
73.0
43.0 e
18.00
5000 129.0 m/z 41.00  77.52%
185.0
H 228.0
oL ‘\“ H\“H‘M‘ “u““‘ \\‘H‘L ;M‘\‘h; “ A \“ At ‘\ S
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid —
73.0 18.00
m/z 55.00 75.60%
43.0
5000
129.0
1710 2140
fo . “‘ U\ u\‘ 1 uhh HM ‘m‘” \‘m‘ “\ ‘\‘ ‘ “\‘ —— ——
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44820.D

Acqg On : 29 Mar 2024 18:14
Operator : MA/JU

Sample : P1879-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.145 3.17 ng 190393  Phenanthrene-di10 17.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 50
2 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 35
3 3,5-Dichloro-4-fluorobenzonitrile 189 C7H2C12FN 103879-31-8 25
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 25
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 18

Abundance Scan 2560 (18.145 min): BM044820.D\data.ms (-2554) (! | m/z 188.95 100.00%
188.9 2431
5000
94.7
s P
43.0 ‘ 18.00 18.50
ob— W ‘MI‘MWHHM Iy ! H‘\ n “ \‘u“‘m‘\m W‘ . “’ “2‘8“‘1"0‘ — ‘:‘35”4‘-' m/z 190.00 93.35%
m/z--> 50 100 150 200 250 300 350
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 A =g
18.00 18.50
95.0 m/z 243.10 86.54%
O \\4§\ | \\H“ 1370\ Ally
\\\\‘\\\\\\\\‘\\\‘\\\\’\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole)
189.0 j\
s =1
18.00 18.50
5000 m/z 192.00 55.89%
42.0 1220
i 800 \‘ L, |
o
m/z--> 50 100 150 200 250 300 350
Abundance #64010: 3,5-Dichloro-4-fluorobenzonitrile = Lo
189.0 18.00 18.50
m/z 191.00 46.47%
5000
68.0 118.0
oL et bt b AR S
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44820.D

Acqg On : 29 Mar 2024 18:14

Operator : MA/JU

Sample : P1879-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 4 7-Acetyl-6-ethyl-1,1,4,4-te... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.268 5.08 ng 305100 Phenanthrene-d10 17.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual

uih wNnPE
N WU RN

=™

-Acetyl-6-ethyl-1,1,4,4-tetrame... 258 C18H260

2,3,4-Tetrahydro-7-methoxy-3,8... 243 C15H17NO2

thalic acid, di(2-fluorophenyl... 354 C20H12F204
-Phenyl-4-azafluorene
-Aminochrysene

243 C18H13N
243 C18H13N

000088-29-9 72
1000281-20-4 64
1000356-50-0 64
033777-97-8 59
000789-47-9 59

Abundance Scan 2581 (18.268 min): BM044820.D\data.ms (-2576) (1 | m/z 243.20 100.00%
243.2
5000 j\
e e
430 910 9 18.00 1850
] y \ 187.1 340.9
ok Lt bl ol Ll L SADS sz 244,20 18.87%
miz--> 50 100 150 200 250 300 350
Abundance  #146121: 7-Acetyl-6-ethyl-1,1,4,4-tetramethyltetralin
243.0
43.0 . A .
5000 T T T T T [ T T
18.00 18.50
m/z 43.00 15.18%
115.0 159.0 20‘1 0
O\\‘\\“\\‘\\‘\‘\H\\h“m\\‘\“\‘i\\\\“‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #127275: 1,2,3,4-Tetrahydro-7-methoxy-3,8-dimethyl-9H
243.0
e o
18.00 18.50
5000 m/z 41.080  14.79%
173.0
0 39.0 770\:\[3(\)9\ \“\ ‘\ ‘\
S
m/z--> 50 100 150 200 250 300 350
Abundance #263504: Phthalic acid, di(2-fluorophenyl) ester e —
243.0 18.00 18.50
m/z 91.00 13.28%
0 50.0 “10\4'0 . 159.0196.0
T e e — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44820.D

Acqg On : 29 Mar 2024 18:14
Operator : MA/JU

Sample : P1879-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 6
R.T. EstConc Area Relative to ISTD R.T.
19.268 3.64 ng 243532  Chrysene-di12 21.268
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Octanoic acid 144 C8H1602 000124-07-2 38
Abundance Scan 2751 (19.268 min): BM044820.D\data.ms (-2748) (- | m/z 43.00 100.00%
43.0
5000 129.0 W\/LM
241.2 T ‘ T T ‘ T
l h 184.9 19.00 19.50
ol ARA R L w““u\u“w“m‘u‘372“1{%””4‘1‘5"9‘ m/z 73.00 95.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — —
19.00 19.50
’ 185.0 284.0 m/z 59.95  89.84%
0 \“\ [W‘J . \M‘\‘M ‘\“ T b \l \“\ “ \‘zwg%.‘ow T (LIS L B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
e =
19.00 19.50
5000 129.0 m/z 57.00 82.86%
199.0
27.0
ol 244.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #109279: Tetradecanoic acid —— —
73.0 19.00 19.50
m/z 55.00 70.12%
5000 129.0
185.0
g
ol L L 200 e
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@32924\
Data File : BM@44820.D

Acqg On : 29 Mar 2024 18:14
Operator : MA/JU

Sample : P1879-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 9H-Pyrido[3,4-b]indole, 7-m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.268 3.94 ng 263861  Chrysene-di2 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Pyrido[3,4-b]indole, 7-methox... 226 C14H14N20 143502-37-8 58
2 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H1@N202 000785-80-8 46
3 9H-Carbazole, 9-methyl-3-nitro- 226 C13H10N202 061166-05-0 45
4 1-Ethyl-4-methoxy-9H-pyrido[3,4-... 226 C14H14N20 026585-14-8 43
5 Anthralin 226 C14H1003 001143-38-0 43

Abundance Scan 2921 (20.268 min): BM044820.D\data.ms (-2917) (- | m/z 226.00 100.00%
226.0

>

115.0

—
“ ’ 20.00 20.50
_ M h“l\ I 4 \‘ d\ H I ‘dhw il d\ \\“ - ‘2‘8‘5"9‘ : ‘3‘?“79‘ ‘4‘1‘5“1‘ m/z 165.00 48.16%

m/z--> 50 100 150 200 250 300 350 400
Abundance #106849: 9H-Pyrido[3,4-bjindole, 7-methoxy-1,9-dimethy
226.0

5000 s St
20.00 20.50

m/z 225.00  40.49%

113.0
168.
15.0 6370 I M Lo
O\\\\“\‘\“I\m\‘i‘\\‘l\“‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #106571: Benzenamine, N-[(4-nitrophenyl)methylene]-
226.0

T
20.00 20.50

o

5000 m/z 151.95 19.85%
77.0 179.0
0l280/ ‘ 127.0, |
R TR L e I B O A I
m/z--> 50 100 150 200 250 300 350 400
Abundance #106559: 9H-Carbazole, 9-methyl-3-nitro- 7 —
226.0 20.00 20.50

m/z 152.95 17.56%

0 30.0 76.0 1270‘\ |

7 7
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44820.D

Acqg On : 29 Mar 2024 18:14
Operator : MA/JU

Sample : P1879-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 Dehydroabietic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.962 5.21 ng 348678 Chrysene-d12 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 99
2 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 92
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 90
4 2-Phenyl-4-(propen-1-yl)-pyrimid... 239 C14H13N30 1010287-21-7 86
5 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 58
Abundance Scan 3039 (20.962 min): BM044820.D\data.ms (-3035) (- | m/z 239.10 100.00%
239.1
5000 AV”A\$VN}\W
=
{ 30?1 430.1 2100
0! e il | 3650 4301 . 58510  56.61%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #199993: Dehydroabietic acid
239.0
5000 141.0 ﬁfod
43.0 300.0 :
m/z 197.05 47.92%
O' “\lh‘\‘“‘\l\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #138578: trans-1,2-Bis(methyldichlorosilyl)ethylene
104.0 239.0
——
21.00
5000 m/z 141.00 31.81%
AN | ST | O ——
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #200036: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10 e
285.0 21.00
m/z 43.00 29.91%
5000
197.0
430 1410 ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44820.D

Acqg On : 29 Mar 2024 18:14
Operator : MA/JU

Sample : P1879-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.097 4.43ng 207050 Chrysene-di2 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene se8 C22as 001599-67-3 95
2 9-Hexacosene 364 C26H52 071502-22-2 93

3 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 93
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

5 Cyclotetracosane 336 C24H48 000297-03-0 93
Abundance Scan 3045 (20.998 min): BM044820.D\data.ms (-3042) (- | m/z 43.00 100.00%
43.0
5000 A‘M/\M
2260 L
310.9 21.00
0lper ‘HH‘HJH‘“‘HW HMW el m/z 57.00  99.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209741: 1-Docosene
55.0
5000 T
21.00
m/z 55.00 77.88%
0 { J b 308.0
‘H! ‘\Tl\ THT‘\\H‘\\\\‘\\\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #273798: 9-Hexacosene
43.0
—
11.0 21.00
5000 ITI/Z 83.00 67.77%
364.0
WL peLo
Ot _H‘_‘H‘mhwu‘w‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘H_‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester T
57.0 21.00
m/z 69.00 63.02%
5000
5.0 2240
0 J‘ ‘\ by ‘ 415.0 620.!
_Hw‘uw‘uwu‘wH‘WHH‘HH‘HH_‘HM‘HMH‘_H‘_H‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM044820.D

Acqg On : 29 Mar 2024 18:14
Operator : MA/JU

Sample : P1879-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 3.505 2.2 ng 88069 1 7.669 801631 20.0
n-Hexadecanoic ... 17.980 10.2 ng 613255 4 17.074 1202260 20.0
4H-Cyclopenta[d... 18.145 3.2 ng 190393 4 17.074 1202260 20.0
7-Acetyl-6-ethy... 18.268 5.1 ng 305100 4 17.074 1202260 20.0
Octadecanoic acid 19.268 3.6 ng 243532 5 21.268 1339650 20.0
9H-Pyrido[3,4-b... 20.268 3.9 ng 263861 5 21.268 1339650 20.0
Dehydroabietic ... 20.962 5.2 ng 348678 5 21.268 1339650 20.0
1-Docosene 20.997 4.4 ng 297050 5 21.268 1339650 20.0
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