LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BGO54193.D

Acqg On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc :

ALS Vvial : 10 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-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54193.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.633 375 382 393 rVB 177845 299640 23.40%  3.689%
2 7.225 645 653 667 rBv 190721 345013 26.94% 4.247%
3 8.065 789 796 803 rBV 56778 98347 7.68% 1.211%
4 9.223 986 993 1003 rBV 122953 231419 18.07%  2.849%
5 10.874 1266 1274 1279 rBV 82651 148765 11.62%  1.831%
6 10.927 1279 1283 1292 rVB 13361 22859 1.78% 0.281%
7 12.525 1548 1555 1561 rBB 11698 19506 1.52% 0.240%
8 13.312 1682 1689 1698 rBB 419656 679590 53.07% 8.366%
9 14.693 1914 1924 1930 rBV 154779 251659 19.65% 3.098%
10 14.752 1930 1934 1941 rVB 30188 50707 3.96% 0.624%
11 15.087 1984 1991 2000 rBV 43119 65445 5.11% 0.806%
12 15.739 2094 2102 2110 rBV 57375 92683 7.24% 1.141%
13 16.179 2170 2177 2189 rBV2 388926 632233 49.37% 7.783%
14 16.409 2208 2216 2221 rBV5 11108 24232 1.89% 0.298%
15 17.090 2326 2332 2340 rVB2 36001 55751 4.35% 0.686%
16 17.184 2340 2348 2352 rBV6 7353 13211 1.03% 163%
17 17.249 2352 2359 2365 rVB2 11013 22667 1.77% 279%

18 17.437 2384 2391 2394 rBV 214344 330870 25.84%
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19 17.478 2394 2398 2408 rVB 171383 272076 21.25% 349%
20 17.566 2408 2413 2418 rBV 13463 19565 1.53% 241%
21 18.095 2499 2503 2508 rBV2 16435 21768 1.70% ©.268%
22 18.201 2518 2521 2530 rBV7 13374 31601 2.47%  0.389%
23 18.318 2536 2541 2545 rBV2 81884 124728 9.74%  1.536%
24 18.359 2545 2548 2556 rVB3 24669 41765 3.26% ©.514%
25 18.430 2556 2560 2565 rBV7 10294 22079 1.72% ©.272%
26 18.506 2569 2573 2577 rBV2 22062 39652 3.10% 0.488%
27 18.624 2588 2593 2596 rBV3 22769 40920 3.20% ©.504%
28 18.806 2621 2624 2627 rBV 14381 17585 1.37% 0.216%
29 18.853 2627 2632 2638 rBV3 51591 117041 9.14% 1.441%
30 19.246 2695 2699 2704 rBv4 34759 70037 5.47% 0.862%

31 19.487 2732 2740 2745 rBV 303754 542044 42.33%
32 19.587 2753 2757 2760 rBV5 45701 73605 5.75%
33 19.816 2792 2796 2798 rBV2 82614 117811 9.20%
34 19.852 2798 2802 2810 rVB 215127 359097 28.04%
35 20.045 2827 2835 2840 rVB 865639 1280618 100.00% 15.
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36 20.339 2883 2885 2890 rVB3 77248 102851  8.03%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BGO54193.D

Acqg On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 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-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.798 2960 2963 2966 rBV 80939 93777 7.32% 1.154%

38 21.714 3112 3119 3124 rBV2 243761 570213 44.53% 7.020%
39 22.895 3315 3320 3333 rVB2 190565 381960 29.83% 4.702%
40 24.975 3666 3674 3685 rVB2 133683 397527 31.04%  4.894%

Sum of corrected areas: 8122917
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BG@54193.D

Acq On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054193.D\data.ms
1000000

800000
600000
400000

200000 5.633 7.225

9.223
10.874

10l927 12525

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

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054193.D\data.ms
1000000 20.p45

8.065

800000

600000

21.714

3.312
400000 16.179

200000 14.693

15.739
14|75k0.087 J\ 6.409

L L N

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: BG054193.D\data.ms
1000000

800000

600000

400000

24.975
200000

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BG@54193.D

Acq On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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.
18.318 7.54 ng 124728  Phenanthrene-di10 17.437
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 55
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 53
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 46

Abundance Scan 2541 (18.318 min): BG054193.D\data.ms (-2536) (- | m/z 43.10 100.00%
3.1

431 731
192.0
5000
— —
18.00 18.50
0 m/z 60.10 89.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T AU
18.00 18.50
97.0 157.0 195 02130 256.0 m/z 73.10 85.95%
0 ’HH“}‘HH!H \H‘{‘\“H!“{\‘1“““\\“”‘1‘\“\‘H“\H\“H‘H‘\‘H\“H\“\‘\‘H\‘H\!“\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
[ e
18.00 18.50
5000 ITI/Z 57.10 79.96%
96.0
027_0 63.0 139.0165'0
T T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl- — —
192.0 18.00 18.50
m/z 41.10 78.24%
5000
165.0
0270 630 13‘99‘ M‘\ | H‘
[T e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BG@54193.D

Acq On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Anthracene, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.359 2.52 ng 41765  Phenanthrene-d10 17.437
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 76
2 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 76
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 74
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 68
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 68
Abundance Scan 2548 (18.359 min): BG054193.D\data.ms (-2545) (- | m/z 192.00 100.00%
192.0
5000
‘N\ T T ‘ T
431 71.1 9% 127.1 165.0 2211 2621 18.00 18.50
1 - m/z 191.00 64.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67020: Anthracene, 9-methyl-
192.0
5000 RO
18.00 18.50
96.0 m/z 189.00 31.07%
‘HH’\\H’HH’\\H’HH’HH‘HH‘HH‘H \‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
o T ]
18.00 18.50
5000 m/z 193.00 17.90%
96.0
o270 630 139.016%0
A E R o e e e  aa a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67030: Anthracene, 1-methyl-
192.0 18.00 18.50
m/z 190.00 16.61%
5000
165.0
0 27.0 63'0 96:'0 13‘9'0‘ h‘ il u“\ /\/\
A ARARE BB Gaanasa st b e R — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BG@54193.D

Acq On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.506 2.40 ng 39652  Phenanthrene-die 17.437
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 87
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 40
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 36
4 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27
5 Pyrimidine, 2-chloro-5-phenyl- 196 C10H7CIN2 022536-62-5 25

Abundance Scan 2573 (18.506 min): BG054193. D\data ms (-2569) (- | m/z 190.00 100.00%
190.
5000
LAY ‘
63.1 93]"6 1200 2211 281.( 18.50 o
(= skl ol m/z 189.00  90.27%
miz--> 50 100 150 200 250
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 e
94.0 1850
m/z 191.00  26.82%
0

31.0 63.0 \‘\ 1370 |
T T T T ‘ \ T \ T T T T T ‘ T T T ‘ T T T T ‘ T T T T
mi/z--> 50 100 150 200 250
Abundance
45.0 190.0
’ 146.0 “ruurfind

1850
5000 82.0 m/z 192.00  24.33%
116.0
ol g ML D R W
miz--> 50 100 150 200 250
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) . = dgfeny
189.0 18.50
m/z 186.95 19.07%
5000
42.0 122.0
S TN B B I 1y
miz--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BG@54193.D

Acq On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.624 2.47 ng 40920  Phenanthrene-d10 17.437
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 72
2 Nonadecane 268 C19H40 000629-92-5 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
Abundance Scan 2593 (18.624 min): BG054193.D\data.ms (-2588) (- | m/z 57.10 100.00%
57.1
5000 M
99.1 218.0 1850 19,00
114111779 24189 9810 18.50 19.00
oh bl “U WMN SRR - e m/z 43.10 77.27%
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 —r ——
18.50 19.00
m/z 71.10 60.78%
9.0
0 \‘ ‘L h “ ‘h\ h‘ | :\14-\10 ;830 225.0 267.0 338.
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance
57.0
—— —
18.50 19.00
5000 m/z 85.15 43.44%
0
0 141.0 183.0 2250 268.0
e e
miz--> 50 100 150 200 250 300
Abundance #123958: Heptadecane T —
57.0 18.50 19.00
m/z 55.10 27.13%
h M
99.0
pso |11 70 1100m0 20 R
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BG@54193.D

Acq On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 9,10-Anthracenedione Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.853 7.07 ng 117041  Phenanthrene-di10 17.437
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 64
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 46
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 41
4 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 41
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 38
Abundance Scan 2632 (18.853 min): BG054193.D\data.ms (-2627) (- | m/z 207.95 100.00%
9
571 179.9
152.0
5000
85.1
e s
‘\ | ‘\ bl 2250 ‘\ L 262.- 250 =
O bl M e e b A 30 Tm/z 179.95 80.80%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #85295: 9,10-Anthracenedione
152.0180.0208.0
5000 76.0 [ p_pespe
18.50 19.00
m/z 57.10 76.68%
39. 0‘ ‘ ‘
O H‘H\\‘H‘\\‘H\‘\‘\“\‘\\H“}\H‘f\(\)‘\\ ‘\‘H\\HHH‘\HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
180.0
— —
18.50 19.00
5000 m/z 152.00 62.14%
152.0
76.0
0 39.0 125.0
T e T e e e e e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #54969: Benzo[c]cinnoline e —
152.0180.0 18.50 19.00
m/z 43.10 55.21%
5000
76.0
0 39.0 [ 12$ 0 ‘ ‘
H‘HH‘H\\‘HH“\‘H\‘HH‘HH‘H\‘HHHH‘HH‘HH‘HH‘H\ ‘ T T ‘ T
m/z--> 20 40 60 80 100120140160 180200220 240260 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BG@54193.D

Acq On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Sulfurous acid, butyl tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.246 4.23 ng 70037  Phenanthrene-d1e 17.437
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 86
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane 226 C16H34 000544-76-3 78
5 Heptadecane 240 C17H36 000629-78-7 78

Abundance Scan 2699 (19.246 min): BG054193.D\data.ms (-2695) (- | m/z 57.10 100.00%

57.1
5000

|(137.0 2090 1900 1950
b MRt e e e e || M/20 43,100 69.29%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0

5000

o

T
19.00 19.50
m/z 71.10 56.98%

Al pgroere
H‘H‘\H\H‘H\‘\“HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

T
19.00 19.50

o

5000 ITI/Z 85.10 47 .47%
0 1270197.0267.0337.0  463.0 561.0
e S P R e
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #90190: Pentadecane T —
57.0 19.00 19.50
m/z 55.10  27.40%
5000 MMNMWMWNmﬁW¢JﬁNJWWM
. ||| 2270 2120
uu"uH‘H‘M“‘uu‘hu‘uu‘uu‘uu‘uu‘uu‘uu‘uu‘uw L — L —
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 19.00 19.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
BG054193.D
1 Jul 2022 16:16

: CG/IU
: N3558-01

: 10 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRAT

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

ION

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 7

R.T. EstConc Area Relative to ISTD R.T.
19.587 2.58 ng 73605  Chrysene-d12 21.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 62
2 Tetradecanoic acid 228 C14H2802 000544-63-8 43
3 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 38
4 Dodecanoic acid 200 C12H2402 000143-07-7 35
5 n-Decanoic acid 172 C10H2002 000334-48-5 35

Abundance Scan 2757 (19.587 min): BG054193.D\data.ms (-2753) (- | m/z 43.10 100.00%
431
5000
31 1291 185.0 241.1
T
19.50
0—— m/z 57.10 95.29%
miz--> 50 100 150 200 250
Abundance #179092: Octadecanoic acid
43.0 73.0
5000 —
m/z 55.10 90.72%
‘ “ 1850  241.0
ol— h‘ \‘\\‘d‘u‘ H!\ ‘H“‘uh\\ M‘h} i | “‘ I “‘ “ L ‘
miz--> 50 100 150 200 250
Abundance
73.0
43.0 T I
19.50
5000 129.0 m/z 60.00  85.62%
185.0
228.0
I T N B A
m/iz--> 50 100 150 200 250
Abundance #152319: 11-Bromoundecanoic acid R VN VAT
60.0 19.50
m/z 73.00 83.23%
5000 185.0
29.0
“ ‘?70 129.0 2910 264.0
u\ \H\ h gl \ mn uu I T Il
0 ““ ‘ e e e e T
m/z--> 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70122\
Data File : BG@54193.D

Acq On 1 Jul 2022 16:16

Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Decane, 3,6-dimethyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.339 3.61 ng 102851  Chrysene-di12 21.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 60
2 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 58
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 52
4 Heptacosane 380 C27H56 000593-49-7 52
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 52

Abundance Scan 2885 (20.339 min): BG054193.D\data.ms (-2883) (- | m/z 57.10 100.00%
57.1
5000 216.0
s W
1411 . .
0l uu‘ ‘ i, w” H e 3820 %52‘1‘ : ??537 m/z 43.10  66.67%
miz--> 50 100 150 200 250 300
Abundance #45506: Decane, 3,6-dimethyl-
57.0
5000 — —
20.00 20.50
m/z 71.10 50.36%
J ‘ 113.0
02\5‘\0‘\““‘\ ‘1‘ \“‘\ “ \“\ T \‘ ‘1\79\0\ L L O B
miz-> 50 100 150 200 250 300
Abundance
57.0
— —
20.00 20.50
5000 m/z 216.00 42.92%
97.0
o 141.0 211.0 9630
s T A e R
m/iz--> 50 100 150 200 250 300
Abundance #194593: Eicosane, 2-methyl- s T
57.0 20.00 20.50
m/z 85.10 39.87%
5000
99.0
‘ ‘ ‘ 1410 183.0 253.0
m/z--> 100 150 200 250 300 20.00 20.50

8270-BGO61322.M Tue Jul 05 16:48:58 2022

Page:

11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BG@54193.D

Acq On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Hexanedioic acid, bis(2-eth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.797 3.29ng 03777 Chrysene-d12 21.714

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204
2 Hexanedioic acid, dioctyl ester 370 C22H4204
3 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604
5 Adipic acid, 2-methylpent-3-yl o... 342 C20H3804

000103-23-1 68
000123-79-5 68
1000324-48-6 59
004337-65-9 43
1000353-56-3 43

Abundance Scan 2963 (20.798 min): BG054193.D\data.ms (-2960) (- | m/z 129.00 100.00%
57.1 129.0
5000
| : e 5w
41.1 . .
| 169.1 2819 334,
oAk Ll “;‘w‘w‘ w‘w e b 293302 s 57,10 93.74%
miz--> 50 100 150 200 250 300 350
Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 — ——
570 20.50 21.00
m/z 71.10 54.73%
241.0
01\8\? ‘\M ‘\ \‘h‘\ }L ! \“‘ T \19?9\ T \‘ T \3‘1\3\0\ L
miz--> 50 100 150 200 250 300 350
Abundance
129.0
57.0 T ]
20.50 21.00
5000 m/z 55.10  44.10%
241.0
015.0 199.0 313.0 370.
e e
m/z--> 50 100 150 200 250 300 350
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester e —
129.0 20.50 21.00
m/z 43.10 41.49%
5000
241.0
57.0
ot bl 1990 | s
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BG061322.M Tue Jul 05 16:48:59 2022

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BG@54193.D

Acq On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Terephthalic acid, 3-methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.895 13.40 ng 381960 Chrysene-d12 21.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 72
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 58
3 Terephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 43
4 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 38
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 35
Abundance Scan 3320 (22.895 min): BG054193.D\data.ms (-3315) (- | m/z 261.00 100.00%
149.0 261.0
70.1
5000
— =
h h ‘ h | 2080 252 22.50 23.00
ol AL L1 2080 ] 130513452y 149.00  88.54%
miz--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
5000 — ——
700 22.50 23.00
149.0 m/z 70.10 78.90%
219.0
02\9\.%“‘\”\“\\"\\‘\\i\‘\\\’\‘\\‘\‘\\‘\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
70.0 112.0
261.0 — ——
22.50 23.00
5000 167.0 m/z 57.10 43.52%
o2 207.0 304.0 361.0
e T e e
m/z--> 50 100 150 200 250 300 350
Abundance #295651: Terephthalic acid, 4-octyl octyl ester — ——
261.0 22.50 23.00
m/z 167.00  41.15%
5000 167.0
112.0
70.0
o%%‘%‘“m‘!‘wh‘,‘uu‘uu;mH,me‘_m_m = ——
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070122\
Data File : BGO54193.D

Acqg On : 1 Jul 2022 16:16
Operator : CG/JU

Sample : N3558-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 ... 18.318 7.5 ng 124728 4 17.437 330870 20.0
Anthracene, 9-m... 18.359 2.5 ng 41765 4 17.437 330870 20.0
4H-Cyclopenta[d... 18.506 2.4 ng 39652 4 17.437 330870 20.0
Tetracosane 18.624 2.5 ng 40920 4 17.437 330870 20.0
9,10-Anthracene... 18.853 7.1 ng 117041 4 17.437 330870 20.0
Sulfurous acid,... 19.246 4.2 ng 70037 4 17.437 330870 20.0
Octadecanoic acid  19.587 2.6 ng 73605 5 21.714 570213 20.0
Decane, 3,6-dim... 20.339 3.6 ng 102851 5 21.714 570213 20.0
Hexanedioic aci... 20.797 3.3 ng 93777 5 21.714 570213 20.0
Terephthalic ac... 22.895 13.4 ng 381960 5 21.714 570213 20.0
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