LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4086-01

Misc :

ALS Vvial : 17 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-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36202.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.716 271 277 291 rBV2 45167 175229 1.64% 0.182%
2 4.940 3106 315 319 rVB 78230 108626 1.02% 0.113%
3 5.416 389 396 411 rBV 3777807 5431750 50.79% 5.639%
4 7.034 663 671 684 rBV 3486525 5564957 52.03% 5.777%
5 7.828 797 806 815 rBV 908142 1430461 13.37% 1.485%

6 9.004 998 1006 1021 rBV 2126991 3568304 33.36%
7 10.633 1273 1283 1289 rBV 1209068 1990959 18.61%
8 13.098 1694 1702 1717 rBV 5359599 7758803 72.54%
9 14.198 1884 1889 1898 rVB 98517 151066 1.41%
10 14.363 1910 1917 1925 rBV2 52984 140925 1.32%

OO NW
()
Ul
A
R

11 14.474 1928 1936 1942 rVV 1720234 2532875 23.
12 14.533 1942 1946 1954 rVB 166700 268428 2
13 14.874 1998 2004 2012 rBV 117575 196481 1.84%
14 15.521 2108 2114 2125 rVB2 227880 389372 3
1

[CRCERCECEN]
N
()
2
3R

15 15.815 2159 2164 2171 rVB 68394 108838 .02% 113%
16 15.962 2178 2189 2198 rBV 4320885 6036171 56.44%  6.266%
17 16.521 2273 2284 2289 rBV3 73287 180551 1.69% ©.187%
18 16.621 2296 2301 2307 rBV3 101317 178632 1.67% ©.185%
19 17.033 2367 2371 2379 rVB 128823 208285 1.95% 0.216%
20 17.115 2381 2385 2392 rBV2 80577 126689 1.18% 0.132%
21 17.215 2392 2402 2405 rBV 2103608 2941920 27.51%  3.054%
22 17.256 2405 2409 2415 rVB 2390518 3102104 29.00%  3.220%
23 17.345 2420 2424 2429 rVW 536289 766193 7.16%  ©.795%
24 17.398 2429 2433 2445 rVB8 40991 132895 1.24% ©.138%
25 17.604 2459 2468 2470 rBV3 161069 294966 2.76%  ©.306%
26 17.621 2470 2471 2483 rVB 178157 240432 2.25% 0.250%
27 17.886 2512 2516 2521 rVB 174335 212087 1.98% ©.220%
28 18.092 2542 2551 2552 rBV 259747 357855 3.35% ©.371%
29 18.115 2552 2555 2557 rBV 379603 404490 3.78% 0.420%
30 18.221 2569 2573 2578 rVB 133876 178377 1.67% 0.185%
31 18.286 2578 2584 2588 rBV3 407327 707755 6.62% ©.735%
32 18.321 2588 2590 2597 rVB 177404 209931 1.96% 0.218%
33 18.403 2599 2604 2608 rBV3 102547 172277 1.61% 0.179%
34 18.592 2631 2636 2640 rBV 191582 257461 2.41% 0.267%
35 18.639 2640 2644 2650 rVB 92057 129655 1.21% ©.135%

36 18.974 2696 2701 2705 rBV 529264 785622 7.35% 0.816%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4086-01

Misc :

ALS Vvial : 17 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-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.062 2712 2716 2720 rVB3 260317 309095 2.89% 0.321%
38 19.150 2726 2731 2735 rBV3 121453 233296 2.18% 0.242%
39 19.192 2735 2738 2741 rVV 207420 285473 2.67% 0.296%
40 19.227 2741 2744 2747 rVWVW 544574 635563 5.94% 0.660%
41 19.274 2747 2752 2759 rVB 3370362 4740988 44.33%  4.922%
42 19.603 2803 2808 2809 rBV 521119 643476 6.02% 0.668%
43 19.633 2809 2813 2822 rVV 2780078 3790317 35.44%  3.935%
44 19.703 2822 2825 2830 rVV3 124017 171959 1.61% 0.179%
45 19.839 2840 2848 2853 rBV 9011151 10695477 100.00% 11.103%
46 19.956 2863 2868 2875 rBV3 187908 457166  4.27% 0.475%
47 20.092 2886 2891 2893 rBV2 147206 261947  2.45% 0.272%
48 20.127 2893 2897 2904 rVB 586745 895087 8.37% 0.929%
49 20.227 2910 2914 2918 rBV 405539 530712 4.96% 0.551%
50 20.286 2919 2924 2928 rVV2 269532 453649 4.24% 0.471%
51 20.321 2928 2930 2934 rVB 88130 112025 1.05% 0.116%
52 20.427 2944 2948 2951 rBV2 156528 219322 2.05% 0.228%
53 20.480 2953 2957 2965 rVB2 276648 468211 4.38% 0.486%
54 20.603 2975 2978 2981 rVB 209175 201301 1.88% 0.209%
55 20.874 3021 3024 3030 rVB 165377 244075 2.28% 0.253%
56 21.039 3049 3052 3056 rBV 215855 256153 2.39% 0.266%
57 21.080 3056 3059 3060 rBV 244657 234497 2.19% 0.243%
58 21.109 3060 3064 3071 rVB4 1196391 1713713 16.02% 1.779%
59 21.391 3105 3112 3116 rBV2 3444639 6487098 60.65% 6.734%
60 21.427 3116 3118 3125 rVB 1573684 1914591 17.90% 1.988%
61 21.544 3135 3138 3144 rBV 335427 495290 4.63% 0.514%
62 22.015 3216 3218 3224 rVB3 422819 549250 5.14% 0.570%
63 23.021 3384 3389 3395 rBV2 1699740 3800776 35.54%  3.946%
64 23.533 3471 3476 3485 rVB 748065 1459871 13.65% 1.515%
65 23.633 3488 3493 3502 rVB 1243841 2274587 21.27% 2.361%
66 23.738 3505 3511 3517 rBV2 1814371 3435419 32.12% 3.566%

67 24.327 3608 3611 3622 rVB2 467734 919612 8.60% ©.955%

Sum of corrected areas: 96331418
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM036202.D\data.ms
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Abundance TIC: BM036202.D\data.ms

19.839
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13.098
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Abundance TIC: BM036202.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Butanoic acid, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.716 2.45 ng 175229 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
2 Hexanoic acid, 6-bromo- 194 C6H11Bro02 004224-70-8 40
3 N-Carbomethoxy-N-methoxymethylamine 119 C4H9NO3 153654-07-0 39
4 Hexanoic acid 116 C6H1202 000142-62-1 39
5 9-Fluorenone, thiosemicarbazone 253 C14H11N3S 1010293-93-5 36
Abundance Scan 277 (4.716 min): BM036202.D\data.ms (-271) (-) m/z 60.00 100.00%
60.0
5000 /L
870 L L R IR R
. ‘ 1311 221 4.40 4.60 4.80 5.00
\H‘HH‘\HWH‘H“\H\‘\H\‘HH-‘HH‘HH|HH‘HH‘\.\ m/Z 43.00 43.4500
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4826: Butanoic acid, 3-methyl-
60.0
5000 L B I B B B |
4.40 4.60 4.80 5.00
27.0 %
‘ ‘ 87.0 m/z 41.00 34.68
\\\‘\\‘\\"\‘\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60.0
EEEmmEEE TSR
4.40 4.60 4.80 5.00
5000 m/z 45.00 23.79%
27.0
97.0
R B e B Rma e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #10298: N-Carbomethoxy-N-methoxymethylamine AR
29.0 4.40 4.60 4.80 5.00
60.0 m/z 87.60  18.25%
5000
‘ 119.0
SRR \,“1\m“‘u\\‘\u\‘\u\“\\u‘\m‘\m‘\m‘\m‘u \\A"’}\HMHHWH,HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 .40 4.60 4.80 5.00

8270-BM080122.M Fri Aug 12 04:13:18 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13

Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.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 3 1-Hexadecanol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.604 2.01ng 204966  Phenanthrene-dio 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 Cl6H340 036653-82-4 55

2 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 45
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 43
4 Phenanthridine 179 C13HSN 000229-87-8 42
5 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 41
Abundance Scan 2468 (17.604 min): BM036202.D\data.ms (-2459) (- | m/z 43.10 100.00%
43.1 179.0
3.0
5000
131.0
222.0 — —
17.50 18.00
281.0 355.1
b ‘wﬂwp‘i“““u a2 m/z 179.00  93.03%
m/z--> 50 100 150 200 250 300 350
Abundance #126374: 1-Hexadecano
43.0
83.0
5000 ] —
17.50 18.00
m/z 55.00 87.46%
\\‘\““‘\\‘ \\h\“‘\\\]-9\6‘0\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
43.0
— —
p3.0 17.50 18.00
5000 ITI/Z 69.00 72.58%
125.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #257310: Bromoacetic acid, pentadecyl ester — —
43.0 17.50 18.00
83.0
m/z 57.10 71.68%
B W
H\‘_\ ﬂ ‘m‘ 820 250 7 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@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13

Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 4 Phenanthrene, 2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.092 2.43 ng 357855  Phenanthrene-d10 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94

Abundance Scan 2551 (18.092 min): BM036202.D\data.ms (-2542) (- | m/z 192.00 100.00%
192.0
94.5 ‘18‘00‘ |
63.0 , | 1390 :
ol B30 b 1300 || HH‘ 2230 28LL n 7 191.00  60.57%
miz--> 50 100 150 200 250
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 — :
18.00
m/z 189.00 31.43%
270 630 90 1390
T T T T ‘ T T 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
192.0
R \
18.00
5000 m/z 190.10 16.80%
39.0 83.0 139.0
T a —
m/iz--> 50 100 150 200 250
Abundance #67035: Phenanthrene, 1-methyl- —5
192.0 18.00
m/z 193.05 15.91%
5000
270 630 960 1390 | |
e — T
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@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13

Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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
Concentration Rank 7

Peak Number 5 n-Hexadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
18.115 2.75 ng 404490  Phenanthrene-d10 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid

2 Tetradecanoic acid

3 Pentadecanoic acid

4 Tridecanoic acid

5 8-Methylnonanoic acid

256 C16H3202
228 C14H2802
242 C15H3002
214 C13H2602
172 C10H2002

000057-10-3 99
000544-63-8 90
001002-84-2 90
000638-53-9 83
005963-14-4 49

Abundance Scan 2555 (18.115 min): BM036202.D\data.ms (-2552) (- | m/z 73.00 100.00%
73.0
5000 129.0 \AAMMNJA\NWAW
213.1 - S
3900 1711 ‘ 256.1 18.00 18.50
L L, LL pobo L8260 /7 60.00  83.69%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 — e
129.0 18.00 18.50
3.0 213.0 m/z 43.10  80.54%
171.0 ‘
“1‘““\‘”} \““\ \‘ \‘\”“ i ‘\ T “\ LA
miz--> 50 100 150 200 250 300
Abundance
73.0
; ; ——
129.0 18.00 18.50
5000 m/Z 57.10 66.56%
185.0 228.0
29.0
e e T T
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid T —
73.0 18.00 18.50
m/z 55.00 63.15%
5000 129.0
29.
199.0 242.0
Al o | T L
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 5

R.T. EstConc Area Relative to ISTD R.T.
18.286 4.81 ng 707755  Phenanthrene-die 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 93
H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
hiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 52
,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 33
-Aminocyclopentanecarboxylic ac... 361 C18H32CINO4 1000329-17-0 27

VA wWwN R
PN D

Abundance Scan 2584 (18.286 min): BM036202.D\data.ms (-2578) (- | m/z 190.00 100.00%
19p.0
5000
94.5 T ‘ T T ‘ T
oo ‘ " “M 18.00 18.50
o 00l 1499 B 2679 356 ./ 189.00  96.34%
miz--> 50 100 150 200 250 300 350
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 —L ——
94.0 18.00 18.50
4. m/z 191.00  34.03%
390 \‘\ 1370 |
T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance
189.0
— =
18.00 18.50
m/z 192.00 32.33%
5000
94.0
-—
m/z--> 50 100 150 200 250 300 350
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr — =
45.0 190.0 18.00 18.50
’ 146.0 m/z 94.50 25.02%
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@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13

Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.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 Cyclotetradecane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.974 s5.3ang 785622 Phenanthrene-dio 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclotetradecane 196 clams 000295-17-0 97

2 1-Octadecanol

3 n-Nonadecanol-1
4 1-Hexadecanol

5 n-Heptadecanol-1

000112-92-5 94
001454-84-8 94
036653-82-4 93
001454-85-9 91

270 C18H380
284 C19H400
242 C16H340
256 C17H360

Abundance Scan 2701 (18.974 min): BM036202.D\data.ms (-2696) (- | m/z 55.00 100.00%
55.0
97.0
5000
19.00
40.1 2070 | :
oAk, ‘H Lrips 200 2529 3580 ., 83.60  92.39%
m/z--> 50 lOO 150 200 250 300 350
Abundance #71732: Cyclotetradecane
55.0
5000 T T
19.00
m/z 43.05 89.41%
“\}\3\9‘0\\\]-9\6‘(\)\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 83.0
——
19.00
5000 m/z 69.05 85.71%
125.0
168.0 224.0
T
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1 T
83.0 19.00
43.0 m/z 57.00 84.85%
5000
25.0
L e a0 by
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@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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@-Octadecenoic acid, methy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.062 2.10 ng 309095 Phenanthrene-d10 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 97
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 97
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 97
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 97
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 96
Abundance Scan 2716 (19.062 min): BM036202.D\data.ms (-2712) (- | m/z 55.00 100.00%
55.0
206.1
5000
T \
“Uw‘h” IR RIS NI L nl A m/z 206.05  78.07%
miz-> 50 150 200 250 300 350
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000 —— :
70 19.00
264.0 m/z 74.00 72.90%
| sar0 1600 2220
uu ‘\u\‘m‘\m‘h \h‘\‘ I }L‘ . “‘ —
miz--> 50 100 150 200 250 300 350
Abundance
55.0
7 [
19.00
5000 m/z 69.10 71.13%
97.0
264.0
137.0 180.0 222.0
B B L o
m/z--> 50 100 150 200 250 300 350
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (Z)- —— :
. 19.00
m/z 41.00 60.26%
h mwmmekaﬂwjmﬂxﬂmvx
——
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@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 11H-Benzo[b]fluorene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.127 2.76 ng 895087  Chrysene-di2 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81

Abundance Scan 2897 (20.127 min): BM036202.D\data.ms (-2893) (- | m/z 216.00 100.00%

216.0
5000

107.8 PRI A

550 1 20.00 20.50
163.0
0 H‘MWNAWHM“w‘u‘w‘u““ﬁgi?‘?ﬁﬁq““439r m/z 215.00  79.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94574: 11H-Benzol[b]fluorene
216.0
108.0

5000 - e
20.00 20.50

‘ m/z 213.00 20.71%

“‘?:3“(\)““““"]-‘6‘3‘(‘)‘\““\“‘““““““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance
216.0
==

20.00 20.50
5000 m/z 217.00 16.35%
108.0
63.0 163.0
O B e L

m/z--> 50 100 150 200 250 300 350 400
Abundance #94579: Fluoranthene, 2-methyl- s —
216.0 20.00 20.50

m/z 107.80  15.94%

5000

108.0
630 | 163.0

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@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.109 5.28 ng 1713716  Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
3 Z-8-Hexadecene 224 C16H32 1000130-87-5 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 3064 (21.109 min): BM036202.D\data.ms (-3060) (- | m/z 57.10 100.00%
1.1
5000 111 226.0 JL
—T —
1] ‘ H L) 168.1 281.0 21.00 2150
b 2e8 L ) 2810 341.0 4030 476, ;0 43,05  87.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104594: Cyclohexadecane
55.0
5000 T —
111.0 21.00 21.50
m/z 83.10  83.55%
AL e 2280
\\‘\‘\“\\\\‘\\\\‘\l“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
== .
21.00 21.50
m/z 55.05 81.40%
5000 1o /
168.0 238.0 5959
s R A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104593: Z-8-Hexadecene — —
41.0 21.00 21.50
m/z 69.05 74.90%
7.0 224.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1
R.T. EstConc Area Relative to ISTD R.T.
23.532 8.50 ng 1459870  Perylene-di12 23.738
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 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Perylene 252 C20H12 000198-55-0 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 3476 (23.533 min): BM036202.D\data.ms (-3471) (- | m/z 252.10 100.00%
252.1
o /\JM
T
lZT.O 2350
0,830 Il 1859, | 341030914621 549. ., 256 65  28.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo|[e]pyrene
252.0
5000 — :
23.50
m/z 253.05  21.40%
125.0
63.0 || 187.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
252.0
RN
23.50
5000 m/z 125.00 15.21%
126.0
63.0 187.0
LA B R e R e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138566: Benzo[b]fluoranthene 7 ‘
252.0 23.50
m/z 125.95 12.67%
5000
126.0
63.0 | d 187.0,
R R o R B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50

8270-BM080122.M Fri Aug 12 04:13:25 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4e86-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.327 5.35 ng 919612  Perylene-di2 23.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Hexadecane 226 C1l6H34 000544-76-3 94
3 Nonadecane 268 C19H40 000629-92-5 94
4 Docosane 310 C22H46 000629-97-0 87
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 86

Abundance Scan 3611 (24.327 min): BM036202.D\data.ms (-3608) (- m/z 57.10 100.00%
57.1

5000

:

127.1 207.0066 1 24.00 24.50
SEE ‘u”‘ "ﬁw errhrrpo i oo 429,1490.0549. s 71 10 73.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 - —

24.00 24.50
m/z 43.10 58.50%

\‘ H‘lﬁ\,lgm 296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance
57.0
— —
24.00 24.50
5000 m/z 85.10 55.90%
127.0 226.0
e o T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane “ —
57.0 24.00 24.50
m/z 55.00 24.79%
5000

-

Il

| 127-0 197.0 268.0
— —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

Ly
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36202.D

Acqg On : 10 Aug 2022 21:13
Operator : CG/JU

Sample : N4e86-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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|
Butanoic acid, ... 4.716 2.5 ng 175229 1  7.828 1430460 20.0
1-Hexadecanol 17.604 2.0 ng 294966 4 17.215 2941920 20.0
Phenanthrene, 2... 18.092 2.4 ng 357855 4 17.215 2941920 20.0
n-Hexadecanoic ... 18.115 2.8 ng 404490 4 17.215 2941920 20.0
4H-Cyclopenta[d... 18.286 4.8 ng 707755 4 17.215 2941920 20.0
Cyclotetradecane 18.974 5.3 ng 785622 4 17.215 2941920 20.0
10-Octadecenoic... 19.062 2.1 ng 309095 4 17.215 2941920 20.0
11H-Benzo[b]flu... 20.127 2.8 ng 895087 5 21.392 6487100 20.0
Cyclohexadecane 21.109 5.3 ng 1713710 5 21.392 6487100 20.0
Benzo[e]pyrene 23.532 8.5 ng 1459870 6 23.738 3435420 20.0
Heneicosane 24.327 5.3 ng 919612 6 23.738 3435420 20.0
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