LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080923\
Data File : BGO58667.D

Acqg On 9 Aug 2023 20:44

Operator : MA/JU

Sample : 03945-01 :
Misc : NEVINS-SB01-788-90

ALS Vvial : 11 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO58667.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.9106 305 310 316 rVB 25762 37504 1.68% 0.297%
2 5.386 384 391 406 rBvV 556318 881828 39.45% 6.978%
3 6.984 656 663 680 rBV 543980 943762 42.22%  7.468%
4 7.812 797 804 814 rBV 131120 222308 9.95% 1.759%
5 8.976 994 1002 1018 rBV 294807 558187 24.97% 4.417%
6 10.615 1271 1281 1287 rBV 177324 338491 15.14% 2.679%
7 10.662 1287 1289 1296 rVB 24873 39210 1.75% 0.310%
8 12.501 1595 1602 1609 rVB 36175 62502 2.80% ©.495%
9 13.077 1693 1700 1712 rBV 878413 1348818 60.35% 10.674%
10 13.641 1787 1796 1804 rVB4 11346 26153 1.17% 0.207%
11 13.782 1810 1820 1826 rBV2 26264 47433  2.12% 375%

12 13.917 1836 1843 1851 rBV 72841 114825 5.14%
13 14.458 1926 1935 1941 rBV 339272 535375 23.95%
14 14.522 1941 1946 1955 rVB 71076 117842 5.27%
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N
w
N
B

15 15.950 2179 2189 2209 rBV 724096 1225481 54.83% 698%
16 16.508 2277 2284 2289 rBv4 12810 28193 1.26% 223%
17 17.025 2363 2372 2380 rVB2 16810 34117 1.53% 270%

18 17.201 2396 2402 2407 rBV 456010 721116 32.26%
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N
[
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19 17.243 2407 2409 2419 rVW 163297 235317 10.53% 862%
20 17.337 2419 2425 2431 rVWV 46900 77632 3.47% 614%
21 18.083 2543 2552 2556 rBV 49319 92101 4.12% 0.729%
22 18.130 2556 2560 2569 rVV2 40755 77415 3.46% 0.613%
23 18.212 2569 2574 2579 rVV2 20461 33189 1.48% 0.263%
24 18.277 2579 2585 2589 rVv2 53849 111219 4.98% ©.880%
25 18.312 2589 2591 2597 rVB2 31692 41722 1.87% ©.330%
26 18.582 2633 2637 2643 rBV2 14049 23506 1.05% ©.186%
27 18.999 2702 2708 2713 rBV2 29390 50651 2.27%  0.401%
28 19.058 2713 2718 2722 rBV6 11934 24030 1.08% ©.190%
29 19.264 2746 2753 2760 rBV 82843 122240 5.47% 0.967%
30 19.411 2775 2778 2790 rVB 25077 41512 1.86% 0.329%
31 19.622 2805 2814 2823 rBV 104473 171675 7.68% 1.359%

32 19.822 2842 2848 2859 rVB 1761744 2235141 100.00% 17.688%

33 19.957 2864 2871 2880 rVB5 11384 29174 1.31% 0.231%
34 20.116 2895 2898 2904 rVB2 29474 45085 2.02% ©.357%
35 20.216 2912 2915 2920 rVB2 18626 25829 1.16% ©.204%
36 20.274 2920 2925 2929 rBV2 16893 23603 1.06% ©.187%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080923\
Data File : BGO58667.D

Acqg On 9 Aug 2023 20:44

Operator : MA/JU

Sample : 03945-01 :
Misc : NEVINS-SB01-788-90

ALS Vvial : 11 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.462 2953 2957 2968 rVB2 18476 34931 1.56% 0.276%
38 21.103 3061 3066 3069 rBV3 29253 56184 2.51% 0.445%
39 21.444 3116 3124 3130 rBV 478687 830022 37.14% 6.568%
40 22.196 3250 3252 3262 rVBS8 10276 22511 1.01% 0.178%
41 22.842 3356 3362 3375 rVB3 36991 82642 3.70%  0.654%
42 24.375 3617 3623 3632 rVB3 13409 36135 1.62% 0.286%

43 24.516 3636 3647 3664 rBV2 267017 829993 37.13% 6.568%

Sum of corrected areas: 12636604
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80923\
Data File : BGO58667.D

Acqg On 9 Aug 2023 20:44

Operator : MA/JU

Sample : 03945-01 :
Misc : NEVINS-SB01-788-90

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058667.D\data.ms
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800000
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Abundance TIC: BG058667.D\data.ms
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Abundance TIC: BG058667.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80923\
Data File : BGO58667.D

Acqg On 9 Aug 2023 20:44

Operator : MA/JU

Sample : 03945-01 :
Misc NEVINS-SB01-788-90

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.910 3.37 ng 37504 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 35
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 23
4 Hexanamide 115 C6H13NO 000628-02-4 17
5 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 10
Abundance Scan 310 (4.910 min): BG058667.D\data.ms (-305) (-) m/z 43.00 100.00%
59.0
5000
101.0 L e
| | ‘ 72.9 4.60 4.80 5.00 5.20 .
O v e e m/z 59.00 62.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L B B B B |
4.60 4.80 5.00 5.20
59.0 m/z 101.00  19.32%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
31.0 59.0
R AR RRE R
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.78%
420 730 g7 1020
Ol et et b S T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.71%
5000 41.0
29.
87.0
A L N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80923\
Data File : BGO58667.D

Acqg On 9 Aug 2023 20:44

Operator : MA/JU

Sample : 03945-01 :
Misc NEVINS-SB01-788-90

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.083 2.55 ng 92101  Phenanthrene-dle 17.201
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
Abundance Scan 2552 (18.083 min): BG058667.D\data.ms (-2543) (- | m/z 192.10 100.00%
192.1
5000 M/\M\
N T
165.1
41.0 62. 94"4 139.0 ‘ 18.00
Ot b e = e m/z 191.10  60.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 e :
18.00
040 165.0 m/z 189.00  33.50%
0 39.0 630 | M 116013\90‘\ T
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
— 4 ‘
18.00
5000 m/z 190.10 16.86%
165.0
0 39.0 63.0 96.0 139.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\/\
Abundance #67024: Anthracene, 2-methyl- — e
192.0 18.00
m/z 193.00 16.54%
5000
83.0 165.0
5l150 390 610 " 11501300 " " o ol ety
e e e e e e L L
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80923\
Data File : BGO58667.D

Acqg On 9 Aug 2023 20:44

Operator : MA/JU

Sample : 03945-01 :
Misc : NEVINS-SB01-788-90

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Anthracene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.130 2.15 ng 77415  Phenanthrene-d1e 17.201
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
Abundance Scan 2560 (18.130 min): BG058667.D\data.ms (-2556) (- | m/z 192.05 100.00%
192.1
5000 M
21630 1 1391 000 18.00 18.50
0 H“‘H‘pfm“ﬁuwphmlw‘m“u“whw‘pw‘lpw m/z 191.05 55.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 e ey
18.00 18.50
m/z 189.00 30.69%
165.0
0 390 630 960 139.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
— 4 2y
18.00 18.50
5000 m/z 193.00 16.94%
165.0
0 15.0 39.0 62.0 830 115.0 139.0
R e e e RS ARARawama S S
m/z--> 20 40 60 80 100 120 140 160 180 200 WM
Abundance #67030: Anthracene, 1-methyl- W A Tl
192.0 18.00 18.50
m/z 190.05 15.18%
5000
165.0
0 27.0 63'0 96\'0 13‘9'0‘ h‘ ey /\/\
R e e e — Ly
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80923\
Data File : BGO58667.D

Acqg On 9 Aug 2023 20:44

Operator : MA/JU

Sample : 03945-01 :
Misc NEVINS-SB01-788-90

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.277 3.08 ng 111219  Phenanthrene-di10 17.201
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 53
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 30
4 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27
5 3-Bromo-2-furoic acid 190 C5H3Bro03 014903-90-3 27

Abundance Scan 2585 (18.277 min): BG058667.D\data.ms (-2579) (- | m/z 188.95 100.00%
188.9
5000
94.5
— 4 Py
165.0 . .
39.0 63‘0 | ‘ 1391 i 18.00 18.50 ;
O el o S el m/z 190.00 97.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 /\/\ U
18 00 18.50
95.0 m/z 192.05 65.71%
L 390 80 41501370 1630
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
189.0
— s
18.00 18.50
5000 m/z 191.00 57.12%
94.0
163.0
O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene $ ol
192.0 18 OO 18 50
m/z 94.50 28.58%
5000
165.0
5,280 630 96‘0 1390 | m
A T A RARA MR e
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080923\
Data File : BGO58667.D

Acqg On : 9 Aug 2023 20:44
Operator : MA/JU

Sample : 03945-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

NEVINS-SB01-788-90

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.910 3.4 ng 37504 1 7.812 222308 20.0
Phenanthrene, 2... 18.083 2.5 ng 92101 4 17.201 721116 20.0
Anthracene, 2-m... 18.130 2.1 ng 77415 4 17.201 721116 20.0
4H-Cyclopenta[d... 18.277 3.1 ng 111219 4 17.201 721116 20.0
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