LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\
Data File : BM027191.D
Aca On : 22 Aug 2020 04:07 Instrument :
Operator : JU/CG gyAﬁg el

- _ lentosampleld :
3?22'6 : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082120.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.234 376 382 391 rBVY 1596387 2238586 40.92% 4_.736%
2 6.798 638 648 662 rBY 1584034 2380789 43.52% 5.037%
3 7.228 717 721 735 rBV 28046 56612 1.03% 0.120%
4 7.610 780 786 794 rVB 509429 784324 14.34% 1.659%
5 8.751 973 980 989 rBY 1009224 1650773 30.17% 3.493%
6 10.380 1248 1257 1263 rBV 602454 1009828 18.46% 2.136%
7 12.868 1673 1680 1688 rBV 2454436 3447684 63.02% 7.294%
8 13.710 1817 1823 1831 rBV 362756 489733 8.95% 1.036%
9 13.968 1862 1867 1877 rVB 32271 55469 1.01% 0.117%
10 14.251 1907 1915 1921 rBV2 901402 1344442 24_.57% 2.844%
11 14.310 1921 1925 1934 rVB 72687 108734 1.99% 0.230%
12 14.651 1977 1983 1987 rBvV2 38872 60101 1.10% 0.127%
13 15.298 2087 2093 2100 rBvV2 66024 96645 1.77% 0.204%
14 15.739 2162 2168 2177 rBV 2137481 2818226 51.51% 5.963%
15 16.645 2318 2322 2332 rVB2 33738 62227 1.14% 0.132%
16 16.809 2347 2350 2355 rVB 44008 57317 1.05% 0.121%

17 16.992 2376 2381 2385 rBV 1166391 1638061 29.94% 3.466%
18 17.033 2385 2388 2394 rVB 970249 1250345 22.85% 2.645%
19 17.127 2399 2404 2410 rVB 172148 249548 4_56% 0.528%
20 17.398 2446 2450 2455 rVB 66366 94293 1.72% 0.199%

21 17.868 2524 2530 2534 rBV 166570 237487 4_.34% 0.502%
22 17.915 2534 2538 2545 rVV 439393 608601 11.12% 1.288%
23 17.992 2545 2551 2557 rVVv2 85397 185752 3.40% 0.393%
24 18.062 2557 2563 2567 rVV2 214934 423219 7.74% 0.895%
25 18.098 2567 2569 2577 rVB 129550 161298 2.95% 0.341%

26 18.374 2612 2616 2619 rBV 105587 137232 2.51% 0.290%
27 18.409 2619 2622 2629 rVB2 85052 132437 2.42% 0.280%
28 18.645 2655 2662 2665 rBV2 184054 298545 5.46% 0.632%
29 18.686 2665 2669 2672 rVB2 166541 221973 4._.06% 0.470%
30 18.792 2681 2687 2692 rBV2 114720 238277 4_36% 0.504%

31 18.856 2693 2698 2702 rBV3 67660 119794 2.19% 0.253%
32 18.933 2707 2711 2719 rVB3 78813 139316 2.55% 0.295%
33 19.056 2727 2732 2740 rBV 1628577 2079260 38.01% 4 _.399%
34 19.203 2753 2757 2761 rBV2 100976 132461 2.42% 0.280%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\
Data File : BM027191.D
Aca On : 22 Aug 2020 04:07 Instrument :
Operator : JU/CG gyAﬁg el

- _ lentosampleld :
a?ggle : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.421 2785 2794 2803 rBV 1508622 2460494 44 _.97% 5.206%

36 19.492 2803 2806 2812 rVV2 59764 109648 2.00% 0.232%
37 19.545 2812 2815 2820 rVB 116703 142534 2.61% 0.302%
38 19.633 2825 2830 2842 rVB 4540610 5470901 100.00% 11.575%
39 19.756 2845 2851 2857 rBV2 103994 276575 5.06% 0.585%
40 19.886 2870 2873 2875 rBV3 57005 78339 1.43% 0.166%

41 19.921 2876 2879 2884 rVB 210740 301706 5.51% 0.638%
42 20.021 2893 2896 2899 rBVY 104239 125151 2.29% 0.265%
43 20.080 2900 2906 2910 rBV2 187943 277884 5.08% 0.588%
44 20.221 2926 2930 2933 rBVY 116335 154326 2.82% 0.327%
45 20.268 2934 2938 2942 rVV 118740 178948 3.27% 0.379%

46 20.344 2948 2951 2955 rBV 59292 73929 1.35% 0.156%
47 20.556 2983 2987 2991 rBV 336221 409201 7.48% 0.866%
48 20.668 3003 3006 3013 rVvB2 165225 227853 4.16% 0.482%
49 20.874 3038 3041 3044 rBV 134921 145182 2.65% 0.307%
50 20.927 3045 3050 3054 rBV2 457600 615449 11.25% 1.302%

51 21.133 3082 3085 3088 rBV2 121896 136724 2.50% 0.289%
52 21.186 3088 3094 3098 rVv2 1838383 3427964 62.66% 7.253%
53 21.227 3098 3101 3108 rVB 844819 1056810 19.32% 2.236%
54 21.344 3118 3121 3123 rBV 101191 114406 2.09% 0.242%
55 21.497 3143 3147 3153 rBV3 115368 223214 4.08% 0.472%

56 21.733 3185 3187 3191 rVB 167085 184763 3.38% 0.391%
57 22.727 3351 3356 3372 rVB 661680 2171875 39.70% 4 _595%
58 23.185 3430 3434 3443 rVB 438547 789529 14.43% 1.670%
59 23.280 3445 3450 3459 rVB 618209 1095755 20.03% 2.318%
60 23.374 3460 3466 3471 rBV 1151432 2007092 36.69% 4.246%

Sum of corrected areas: 47265641
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

ﬁ?ggle : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM027191.D

4000000

3000000

2000000

8.75
761 10.38

1000000

7.23

e T

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM027191.D

19.63

4000000

3000000

12.87
15.74

2000000
19.06 19 4o

16.99
1000000 14.25 17.03

17.92 20.!

1371 o
4
13.9714.311465  15.30 1ezastl 340 1A A AV

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM027191.D

4000000

3000000

21.19
2000000

23.37

2.
10000001 54 g3

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

ﬁ?ggle : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.87 2.90 ng 237487 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 94
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

Abundance Scan 2530 (17.868 min): BM027191.D (-2524) (-) m/z 192.05 100.00%

192
5000

17. 60 17. 80 18. 00 18 20
139
o 110126 2283 Tm/z 191.05  52.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54749: Phenanthrene, 2-methyl-
192

5000 L L B I B
17. 60 17. 80 1800 18 20

m/z 189.05 31.11%

165
ol 39 63 82 9% 115 139
A IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
”.,”........”,.”.
17.60 17.80 18.00 18.20
5000 m/z 193.05 15.59%
165
o, 39 63 82 9% 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54752: Phenanthrene, 1-methy!l- R A R et
192 17. 60 17. 80 1800 18 20
m/z 190.10 14 .23%
5000
115 139
ol M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BM082120.M Mon Aug 24 17:56:34 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

ﬁ?ggle : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Phenanthrene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.92 7.43 ng 608601 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 96
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 92
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90

Abundance Scan 2539 (17.921 min): BM027191.D (-2534) (-) m/z 192.10 100.00%

192

5000

o

213 ___ 256 17.60 17.80 18.00 18.20
0 L2307 281 85 m/z 191.10  60.77%

T
m/z--> 50 100 150 200 250 300 350
Abundance #54750: Phenanthrene, 2-methyl-
192

5000 e R
17.60 17.80 18.00 18.20

m/z 189.05 27 .62%

165

o3 s T us e [
—— 7 e e
m/z--> 50 100 150 200 250 300 350
Abundance
192
..“..........w..”,
17.60 17.80 18.00 18.20
5000 m/z 73.05 25.94%
165
o 39 63 96 115 139
—— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- T T T T
192 17. 60 17. 80 18. 00 18 20

m/z 59.95 20.37%

5000
165
oL 39 63 0115139 | |

T | T
m/z--> 50 100 150 200 250 300 350 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

ﬁ?ggle : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 1H-Cyclopropa[l]phenanthren... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.99 2.27 ng 185752 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 96
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

Abundance Scan 2551 (17.992 min): BM027191.D (-2545) (-) m/z 192.05 100.00%

2

5000
17.60 17.80 18.00 18.20 18.40
210224
o 281 m/z 191.10 50.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54746: Phenanthrene, 1-methyl-
192
5000

17.60 17.80 18.00 18.20 18.40
m/z 149.00 26.58%

63 82 96 115 139

0f A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
192
P T T T T
17.60 17.80 18.00 18.20 18.40
5000 m/z 188.95 22 .09%
165
39 63 839 115 139 179

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #54743: Phenanthrene, 2-methyl- REEan EaE L S e
192 17.60 17.80 18.00 18.20 18.40
m/z 193.00 18.88%

5000

39 63 8194 115 139
R R s e AT T Rty
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17:60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

ﬁ?ggle : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzaldehyde, 3,5-dichloro-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.06 5.17 ng 423219 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4C1202 000090-60-8 64
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 62
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 38
5 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 35

Abundance Scan 2563 (18.062 min): BM027191.D (-2557) (-) m/z 189.10 100.00%

9

5000

N

17.80 18.00 18.20 18.40
110 139
ol 125 267281 m/z 190.05 94_.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
0
5000

17.80 18.00 18.20 18.40
m/z 192.05 67.07%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
190
R L EE N RERR
17.80 18.00 18.20 18.40
5000 m/z 191.05 53.00%
94
o 39 6378 | 110 137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 17.80 18.00 18.20 18.40

m/z 187 .00 19.28%

5000
94
163 ﬁJ\
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

ﬁ?ggle : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Hexadecyne Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.64 3.65 ng 298545 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecvne 222 C16H30 000629-74-3 78
2 Ethanol. 2-(9-octadecenvloxv)-. ... 312 C20H4002 005353-25-3 76
3 1.13-Tetradecadiene 194 C14H26 021964-49-8 68
4 9-Tetradecen-1-ol. acetate. (E)- 254 C16H3002 023192-82-7 68
5 8-Dodecen-1-ol, (2)- 184 C12H240 040642-40-8 64

Abundance Scan 2661 (18.639 min): BM027191.D (-2655) (-) m/z 55.10 100.00%

5000

A

18.40 18.60 18.80 19.00
o’ m/z 67.10 99.01%

m/z--> 50 100 150 200 250 300 350
Abundance #79552: 1-Hexadecyne
81
43

5000 T T T T T T T T T T T
18. 40 18 60 18. 80 19. OO

109 m/z 82.10 98.76%

0 15 6. I L 137 165 193 222
- T I T T I T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance

55 82

18 40 18.60 18.80 19.00

5000 m/z 81.10 82.49Y%
109
29
o 137 166 194 219 250 281 312

———— T T T T T

m/z--> 50 100 150 200 250 300 350
Abundance #56484: 1,13-Tetradecadiene B

55 18. 40 18 60 18. 80 19. 00

m/z 69.10 81.90%

5000 81
29
109
l“ﬂ l L | 137 166

o — b s Wit

m/z--> 50 100 150 200 250 300 350 18. 40 18 60 18. 80 19. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

ﬁ?ggle : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl8.69 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.69 2.71 ng 221973 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 35
2 Formic acid. 2.4.4-trimethvlpent... 158 C9H1802 1000368-95-2 25
3 18-Fluoro-octadecanoic acid. pvr... 355 C22H42FNO 1000336-07-8 22
4 Thiophene. 2-pentvl- 154 C9H14S 004861-58-9 18
5 Cyclohexanecarboxylic acid, 2-et... 184 C10H1603 113122-03-5 18
Abundance Scan 2670 (18.692 min): BM027191.D (-2665) (-) m/z 57.10 100.00%
57
97
5000
169 18.40 18.60 18.80 19.00
ol R A 77 b 1127149 | 196 224 251 282 386 ns7 97.10 63.31%
m/z--> 50 100 150 200 250 300 350
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57
5000 AN DR IR B
97 18.40 18.60 18.80 19.00
m/z 113.10 59.29%
o ZP,L |79 ‘, 119 150%% 107 227 31
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 18.40 18.60 18.80 19.00
5000 m/z 55.10 26.77%
0 29 79 143
m/z--> 50 100 150 200 250 300 350
Abundance #187415: 18-Fluoro-octadecanoic acid, pyrrolidide L e man i B
113 18.40 18.60 18.80 19.00
m/z 83.05 25.91%
5000
55
0 | 8, | [140 168 196 224 355
m/z--> 50 100 150 200 250 300 350 1840 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

ﬁ?ggle : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 di-p-Tolylacetylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.79 2.91 ng 238277 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 93
2 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 90
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 90
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 86
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 83

Abundance Scan 2687 (18.792 min): BM027191.D (-2681) (-) m/z 206.10 100.00%

206

5000
126 154 178 18.40 18.60 18.80 19.00 19.20
39 57 224
o o7 el R N . m/z 191.05 41.51%
m/z--> 50 100 150 200 250 300 350
Abundance #66238: di-p-Tolylacetylene
206
5000 LA B L L L L L L L

18.40 18.60 18.80 19.00 19,20
m/z 189.10 27.73%

39 76 102 139 165 188

ot el
m/z--> 50 100 150 200 250 300 350
Abundance
206
18.40 18.60 18.80 19.00 19.20
5000 m/z 205.10 24 _.22%
101
o 27 51 78 139 165 187
— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #66266: Phenanthrene, 3,6-dimethyl- R e R o
206 18.40 18.60 18.80 19.00 19.20
m/z 207.10 15.37%
5000
76 102
ol 27 8L ) 139 15K \\
m/z--> 50 100 150 OO 250 300 350 18 40 18. 60 18. 80 19. OO 19. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

Sample : L3720-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknown20.56 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.56 2.39 ng 409201 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 234 C11H2203S 1000309-21-3 38
2 Sulfurous acid. cvclohexvimethvl... 276 C14H2803S 1000309-21-7 37
3 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 32
4 2-Thiopheneacetic acid. tridec-2... 320 C19H2802S 1000299-39-1 27
5 Oxazole, 2,4-dimethyl- 97 C5H7NO 007208-05-1 27
Abundance Scan 2988 (20.562 min): BM027191.D (-2983) (-) m/z 57.10 100.00%
¥ o3
5000 83
| l 169 30 20.20 20.40 20.60 20.80
of e b d L 137, | 2027 260285311 355 415 475 | ps57993 10 | 80.92%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #88703: Sulfurous acid, cyclohexylmethyl isobutyl ester
o7
55
5000
20.20 20.40 20.60 20.80
m/z 97.10 78.07%
2%
0 ”"I""P%%ZI"”I""I”"I"'W""I'”'I"”
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
97
. 20.20 20.40 20.60 20.80
5000 m/z 83.10 37 .96%
0 '??I""P%%ZI"”I""I”"I"'W""I'”'I"”
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate T T
57 20.20 20.40 20.60 20.80
m/z 55.10 33.41%
B qh,“,,,J\,\fuj\n~kﬁ~wdwd/\Kﬂa
97
0 %9 127153 211
LR DAL UL L UL DL UL L L DL AR AR AR A
m/z--> 0 50 100 150 200 250 300 350 400 450 2020 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

Sample : L3720-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 n-Nonadecanol- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.93 3.59 ng 615449 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol- 284 C19H400 001454-84-8 81
2 Behenic alcohol 326 C22H460 000661-19-8 81
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 76
4 1-Heneicosanol 312 C21H440 015594-90-8 74
5 1-Heptadecene 238 C17H34 006765-39-5 68

Abundance Scan 3051 (20.933 min): BM027191.D (-3045) (-) m/z 57.10 100.00%
57 83
229
o H Jxf\AJ\_.-,j\yfm,A__-_J\N
NSNS SUNE SRR
139 16g 202 282 20.60 20.80 21.00 21.20
o e 208 396 40 503 sz 83.10  93.08%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131391: n-Nonadecanol-1
55 83
5000 111 AU IRER
20.60 20.80 21.00 21.20
29 m/z 69.10 89.34%
139
ok 1 168196 238266
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
20.60 20.80 21.00 21.20
5000 11 m/z 71.05 84.73%
29
0 139167196224252280308
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #205392: Trichloroacetic acid, hexadecy! ester R R e R M
3 20.60 20.80 21.00 21.20
69 m/z 43.10 82.24%
97
5000
o} R
mz-> 0 50 100 150 200 250 300 350 400 450 500 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027191.D

Aca On : 22 Aug 2020 04:07

Operator : JU/CG

ﬁ?ggle : L3720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.19 7.87 ng 789529 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 91
5 Perylene 252 C20H12 000198-55-0 87
Abundance Scan 3435 (23.191 min): BM027191.D (-3430) (-) m/z 252.10 100.00%
282
5000
125 22.80 23.00 23.20 23.40 23.60
224
ol,50 74 190, 150174 200°2 \J g78 311 354 416 415 sz 250.10  30.17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
282
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.80 23.00 23.20 23.40 23.60
m/z 253.10 23.61%

125
50 74 99, | 150174200224
e

ol I RS
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252
_r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_r
22.80 23.00 23.20 23.40 23.60
5000 m/z 251.10 10.23%
126
0 50 74 100 149174 200224
e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104227: Benz[e]acephenanthrylene B R
252 22.80 23.00 23.20 23.40 23.60
m/z 125.00 8.22%
5000
126
oL39 74 100, | 150174 200224 l
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 22.80 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM082120\

Data File : BM027191.D

Acq On : 22 Aug 2020 04:07

Operator : JU/CG

3?22'6 - L8720-05 MP-081920-B11-0-2-COMP
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082120_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Phenanthrene, 2-m... 17.87 2.9 ng 237487 4 16.99 1638060 20.0
Phenanthrene, 1-m... 17.92 7.4 ng 608601 4 16.99 1638060 20.0
1H-Cyclopropa[l]p--. 17.99 2.3 ng 185752 4 16.99 1638060 20.0
Benzaldehyde, 3,5... 18.06 5.2 ng 423219 4 16.99 1638060 20.0
1-Hexadecyne 18.64 3.6 ng 298545 4 16.99 1638060 20.0
unknownl18.69 18.69 2.7 ng 221973 4 16.99 1638060 20.0
di-p-Tolylacetylene 18.79 2.9 ng 238277 4 16.99 1638060 20.0
unknown20 .56 20.56 2.4 ng 409201 5 21.19 3427960 20.0
n-Nonadecanol-1 20.93 3.6 ng 615449 5 21.19 3427960 20.0
Benzo[e]pyrene 23.19 7.9 ng 789529 6 23.37 2007090 20.0
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