LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc :

ALS vial : 4 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_ G\Methods\8270-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53537.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.649 378 385 395 rBV 395624 664285 34.89% 5.914%
2 7.247 650 657 669 rBvV 438692 760261 39.93% 6.769%
3 8.081 791 799 806 rBV 86760 151473  7.96%  1.349%
4 9.244 989 997 1007 rBV 267760 488019 25.63% 4.345%
5 10.895 1271 1278 1284 rBV 114871 205447 10.79%  1.829%
6 13.333 1686 1693 1699 rVB 660611 1043883 54.82% 9.294%
7 14.707 1920 1927 1933 rBV 185496 286130 15.03%  2.547%
8 16.193 2174 2180 2190 rBV 590698 934171 49.06% 8.317%
9 17.456 2388 2395 2399 rBV 245349 388407 20.40% 3.458%
10 17.497 2399 2402 2408 rVB 72685 99788 5.24% 0.888%
11 17.586 2410 2417 2422 rBV 19158 37177 1.95% 0.331%
12 17.850 2460 2462 2470 rVB 14983 24488 1.29% 0.218%
13 18.332 2540 2544 2549 rBV2 83116 130722 6.87% 1.164%
14 18.526 2571 2577 2581 rBV6 17078 34610 1.82% 0.308%
15 18.866 2633 2635 2643 rVB7 20451 28575 1.50% 0.254%
16 19.242 2694 2699 2708 rBV7 24110 62376 3.28% 0.555%
17 19.389 2720 2724 2729 rBV8 12151 23447 1.23% 0.209%
18 19.507 2733 2744 2748 rVV 155328 272895 14.33%  2.430%
19 19.565 2750 2754 2756 rVV5 42503 72978 3.83% 0.650%
20 19.601 2756 2760 2774 rVB6 88995 227816 11.96% 2.028%
21 19.830 2795 2799 2801 rBV2 25904 37653 1.98% 0.335%
22 19.865 2801 2805 2814 rVB 132334 205026 10.77% 1.825%
23 19.935 2814 2817 2822 rVB5 13469 21741 1.14% 0.194%
24 20.059 2831 2838 2843 rBV 1451388 1904107 100.00% 16.953%
25 20.112 2843 2847 2854 rVB3 31884 62024 3.26% ©.552%
26 20.352 2886 2888 2893 rVB2 27707 36035 1.89% 0.321%
27 20.458 2902 2906 2909 rBV3 15896 20166 1.06% ©0.180%
28 20.858 2969 2974 2980 rVB3 47683 87502 4.60% 0.779%
29 21.122 3015 3019 3023 rBV 24928 33495 1.76% 0.298%
30 21.357 3054 3059 3064 rBV2 85119 137020 7.20% 1.220%
31 21.633 3103 3106 3111 rVB 39000 60070 3.15% ©.535%
32 21.733 3115 3123 3128 rVvV2 325573 682925 35.87% 6.080%
33 21.780 3128 3131 3138 rVB 71755 116199 6.10% 1.035%
34 22.150 3190 3194 3201 rVB6 13770 29186 1.53% 0.260%
35 22.479 3246 3250 3251 rBV3 16456 23449 1.23% 0.209%
36 22.749 3292 3296 3300 rBV6 13252 21541 1.13% 0.192%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 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_ G\Methods\8270-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 23.531 3422 3429 3434 rBV4 36940 91108 4.78% 0.811%
38 23.965 3495 3503 3511 rBV2 102954 347936 18.27%  3.098%
39 24.224 3543 3547 3549 rBV3 19149 28161 1.48% 0.251%
40 24.705 3620 3629 3640 rVB 92547 291006 15.28% 2.591%
41 24.852 3647 3654 3666 rVB2 78773 232640 12.22% 2.071%
42 25.005 3671 3680 3690 rBV 182842 552428 29.01% 4.918%
43 26.121 3863 3870 3881 rVB5 29724 109367 5.74% 0.974%
44 28.753 4308 4318 4335 rVB2 38383 164141 8.62% 1.461%

Sum of corrected areas: 11231874
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053537.D\data.ms
1400000

1200000
1000000
800000

600000

7.247
400000 5649

9.244
200000

10.895

8.081

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

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG053537.D\data.ms

1400000 20.p59
1200000
1000000

800000

3.333

600000 16.193

400000 21.733

200000 14.707
42974
O T e T T T o e T T e T T T T T T
Time--> 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: BG053537.D\data.ms

1400000

1200000
1000000
800000
600000

400000

25.005
200000 23.965 24980
24

23531 [g4.2 26.121 28.753

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

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_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 n-Hexadecanoic acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.332 6.73 ng 130722  Phenanthrene-di10 17.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
2 Pentadecanoic acid 242 C15H3002 001002-84-2 52
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 42
5 5-Methylhexanoic acid 130 C7H1402 000628-46-6 37

Abundance Scan 2544 (18.332 min): BG053537.D\data.ms (-2540) (-

m/z 73.15 100.00%

431 73.2
5000
1291 192.2
— —
‘ ‘ m #? ‘ 157.2 H ‘227.3 256.4 18.00 18.50
Ol ““thNMH wwmhmﬁﬂw‘wuwwu‘wuwpu‘_ m/z 43.15 87.59%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
167.01g5 02130  256.0 m/z 60.10 74.51%
0 \H‘\\Hi‘}‘\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
— —
18.00 18.50
5000 m/z 41.15 64.27%
129.0 242.0
199.0
|
0“wuuqJﬂN‘”‘”H‘WNMMHH‘HH\HMqM‘W‘m‘wu‘ﬂ‘u‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid — —
73.0 18.00 18.50
43.0 m/z 55.15 63.22%
5000 129.0
185.0
|
0%?9W“MﬁwﬂmWkﬁﬁwuLM‘HHMAW‘HWHH_!HMHW‘ — —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Phenanthrene, 3,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.242 3.21 ng 62376  Phenanthrene-di0 17.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 55
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 49
3 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 49
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 49
5 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 46

Abundance Scan 2699 (19.242 min): BG053537.D\data.ms (-2694) (-  m/z 57.15 100.00%

57.1 206.2 ' ]
5000
113.3 — —
165.1 | 340. 19.00 19.50
0 ,‘HH,HH_HW m/z 206.15 91.78%
m/z--> 50 100 150 200 250 300
Abundance #82946: Phenanthrene, 3,6-dimethyl-
206.0
5000 AAMﬂﬁ& ‘MRM&MJ
19.00 19.50
102.0 m/z 71.25 70.50%
T ‘ T T T T T ‘ T \ L ’ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #82924: di-p-Tolylacetylene
206.0
— —
19.00 19.50
5000 ITI/Z 43.15 67.29%
1020 165.0 ‘
m/z--> 50 100 150 200 250 300
Abundance #82949: Phenanthrene, 2,7-dimethyl- — —
206.0 19.00 19.50
m/z 85.15 53.47%
5000
102.0 ‘
oh200 il wsol | 0 Ml Wl
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknownl19.565 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.565 3.76 ng 72978  Phenanthrene-d1e 17.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ether, 1-ethyl-6-(methylthio)oct... 218 C12H260S 030571-77-8 22
2 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 14
3 Hexanoic acid 116 C6H1202 000142-62-1 10
4 d-Lyxose 150 C5H1005 001114-34-7 10
5 Dodecanoic acid 200 C12H2402 000143-07-7 10

Abundance Scan 2754 (19.565 min): BG053537.D\data.ms (-2750) (-  m/z 43.15 100.00%
1

43,
73.2
5000
T \
| 105
I m/z 41.15 91.88%
miz--> 50 100 150 200 250
Abundance #96408: Ether, 1-ethyl-6-(methylthio)octyl methyl
73.0
so00{ 410 109.0 L, ‘
19.50
186.0218.0 73.15  74.68%
HINE S
O T T T T ‘ T T T ‘\ M‘ T T T ‘\ ‘ ‘\ \“ T ‘\ ‘ T ‘\ T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #92122: n-Capric acid isopropyl ester
43.0
T \
19.50
5000 m/z 55.15 54.52%
“ 73.0 s 155.0
o AUl 1159 717 1000
m/z--> 50 100 150 200 250
Abundance #9146: Hexanoic acid T
60.0 19.50
m/z 60.15 52.92%
5000
27.0‘
oAl oo C
miz--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.601 6.67 ng 227816  Chrysene-di12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 64
2 Octadecanoic acid 284 C18H3602 000057-11-4 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 2760 (19.601 min): BG053537.D\data.ms (-2756) (-  m/z 43.15 100.00%
43.1
73.2

5000

129.2 185.2
241.3 RN N
284.% 19.50 20.00
0" m/z 60.15 86.63%

m/z--> 50 100 150 200 250
Abundance #75717: Dodecanoic acid
73.0
43.0

5000 — -
19.50 20.00

129.0
200.0 m/z 73.15  77.82%

oL U\ ‘u‘u‘ \H\“‘ ‘h“‘ I \M ‘]'LT"HO‘ . e
m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0

.

e ‘
19.50 20.00
5000 m/z 57.15 63.24%
129.0 284.(
gl T e
01?-9 I ‘; | ‘H‘u‘ M “H““‘ n‘h‘h M‘ oyl - L \‘ - “ IR L
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid — —
73.0 19.50 20.00
43.0 m/z 41.15 59.67%
5000
129.0
185.0 228.0
0 . “‘ w ‘u‘u“ ‘HM“ \\‘H‘L {M‘\‘ il “ ‘ L m‘\ . ‘\‘ \‘ S —— —r —
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.858 2.56 ng 87502  Chrysene-di12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 2974 (20.858 min): BG053537.D\data.ms (-2969) (-  m/z 57.15 100.00%
57.1

-

5000
79 20.50 21.00
5.3
ouii'fl,‘3549 m/z 43.15  74.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
5000 — —
20.50 21.00
m/z 71.15 70.83%
. l‘ [[F[ 019700670 3800
‘\H\HF!W\!YH\\’\\\\‘H\\‘\\\\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262013: Pentacosane
57.0
— —
20.50 21.00
5000 ITI/Z 85.15 50.62%
O\HWZ}N%ZO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — 1
57.0 20.50 21.00
m/z 55.15 26.90%
B %NMWWMM&WJ\vaMuMwV/
0 \HH £70197.0267.0337.0407.0 491.0562.0
R e e e A REELER — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 1-Octadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.357 4.01 ng 137020  Chrysene-di12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 76
2 1-Heptacosanol 396 C27H560 002004-39-9 68
3 Octacosanol 410 C28H580 000557-61-9 62
4 n-Tetracosanol-1 354 C24H500 000506-51-4 62
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 62
Abundance Scan 3059 (21.357 min): BG053537.D\data.ms (-3054) (-  m/z 57.10 100.00%
67.1
07.1
5000
228.1
— ——
‘ ‘ 21.00 21.50
oL— ‘H‘m“\ d‘“m HMH \“ ‘m“\‘ ‘h \“““\ \‘\ u\ %8‘2‘ T m/z 55.15 97.11%
m/z--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecano
43.0 83.0
5000 — —
21.00 21.50
250 m/z 43.15 96.12%
ILLLLLTT s 2220
O\\“‘\\‘\‘\‘\“\‘“‘“\\\\‘\\‘\\’\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
— ——
21.00 21.50
5000 ITI/Z 83.15 87.71%
0 I ‘ i \H\ J\\ \‘\ I 181 0222.0264. 0306.0 378.0
““““‘ ot
miz--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol T —
57.0 21.00 21.50
97.0 m/z 69.15 70.42%
B \WJ\’\NJ\#
ol \\h |77 18102220 20203340 302
il e e SR — ——
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: 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 7 Octadecane

R.T. EstConc Area Relative to ISTD R.T.
23.531 3.30 ng 91108  Perylene-di12 25.005
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heptadecane 240 C17H36 000629-78-7 89
3 Hexacosane 366 C26H54 000630-01-3 68
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 64
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 3429 (23.531 min): BG053537.D\data.ms (-3422) (-
57.1

5000
281.1
L or2, 283 326.9
ohr -ty
mlz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000
‘\ | \ ‘14101830 254.0
O\\‘r\“‘\“‘\“‘\r\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350

Concentration Rank 7

m/z 57.15 100.00%

-

23.50
m/z 71.15 59.23%

—

23.50
m/z 43.15 59.11%

%‘

Abundance #123958: Heptadecane
57.0
23.50
5000 ITI/Z 85.15 53.29%
olsg ) || [Tl 0090 200
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 23.50
m/z 55.15 31.76%
. MWWMW
0 ‘ L uh\ \‘\\ M h‘ 14% 9 17830 225.0 267.0 309.0 367.(
ey I B e e AT ——
m/z--> 50 100 150 200 250 300 350 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: 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 8 Perylene

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
24.705 10.54 ng 291006  Perylene-di2 25.005
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Perylene 252 C20H12 000198-55-0 81
5 Benzo[e]pyrene 252 C20H12 000192-97-2 81

Abundance Scan 3629 (24.705 min): BG053537.D\data.ms (-3620) (-

m/z 252.15 100.00%

252.2
5000
57.1 —— —a
126.2 24.50 25.00
ol Li ) Wyt APz, N 3L /7 250,15 27.95%
m/z--> 50 100 150 200 250 300
Abundance #138567: BenzolK]fluoranthene
252.0
5000 f\\w = | MA/\
24.50 25.00
126.0 m/z 57.15 23.95%
oL 510 840 | ‘\‘ 163.0 2000 _ ||
\\‘\\\\‘ \‘\\\\‘\\\\\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #138568: Benzol[b]fluoranthene
252.0
2450 2500
126.0
0 83.0 | \“ 2000 , |
— e
m/z--> 50 100 150 200 250 300 M
Abundance #138557: Benzo[a]pyrene
252.0 2450 2500
m/z 71.15 15.96%
5000
126.0
o g0 | meo, |
m/z--> 50 100 150 200 250 300 2450 2500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Heptadecane, 7-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.121 3.96 ng 109367 Perylene-di2 25.005
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 50
2 Eicosane 282 C20H42 000112-95-8 50
3 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 50
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50
5 Heptadecane 240 C17H36 000629-78-7 49

Abundance Scan 3870 (26.121 min): BG053537.D\data.ms (-3863) (- m/z 57.15 100.00%

57.1
5000
0. — ——
h ‘ H 147.9 1911 ,,5, 2811 _— 26.00 26.50
ok ‘\;M‘\MMHHHH | Hh HM Juy \m \H\ M\ \‘ " all ‘\\‘ Rt m/z 71.25 86.42%
m/z--> 50 100 150 200 250 300 350
Abundance #141064: Heptadecane, 7-methyl-
57.0
5000 — ——
26.00 26.50
112.0 m/z 43.15 59.15%
O\“‘\\‘ H“h “\“\\\‘ \\\\‘\\2\3\9.‘()\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
— —
26.00 26.50
5000 ITI/Z 85.15 35.22%
el B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #33107: Octane, 6-ethyl-2-methyl- —— ——
43.0 26.00 26.50
m/z 41.15 30.99%
5000
85.0
‘ ‘ 127.0
ol — ——
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53537.D

Acqg On : 13 May 2022 11:05
Operator : CG/JU

Sample : N2749-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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|
n-Hexadecanoic ... 18.332 6.7 ng 130722 4 17.456 388407 20.0
Phenanthrene, 3... 19.242 3.2 ng 62376 4 17.456 388407 20.0
unknown19.565 19.565 3.8 ng 72978 4 17.456 388407 20.0
Dodecanoic acid 19.601 6.7 ng 227816 5 21.733 682925 20.0
Heptacosane 20.858 2.6 ng 87502 5 21.733 682925 20.0
1-Octadecanol 21.357 4.0 ng 137020 5 21.733 682925 20.0
Octadecane 23.531 3.3 ng 91108 6 25.005 552428 20.0
Perylene 24.705 10.5 ng 291006 6 25.005 552428 20.0
Heptadecane, 7-... 26.121 4.0 ng 109367 6 25.005 552428 20.0
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