LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_ G\DATA\BG052620\
Data File : BG045471.D
Acqg On > 27 May 2020 00:21 Instrument :
Operator : CG/JU (B.‘,'I\!A_(t;S ol

- - lentosampleld :
3?22'6 - L.2744-09 NM52-COMP-2020-0-6
ALS Vial : 18 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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520._.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 height area % max. total
1 5.564 414 421 432 rBVY 826706 1424164 36.40% 5.484%
2 7.179 685 696 709 rBV 924437 1683585 43.03% 6.483%
3 7.960 821 829 838 rBVY 300612 530186 13.55% 2.042%
4 8.284 877 884 897 rBVY 803809 1470331 37.58% 5.662%
5 9.124 1019 1027 1039 rBVY 627068 1170176 29.91%  4.506%

10.768 1297 1307 1321 rBV 409754 758214 19.38% 2.920%
13.224 1718 1725 1738 rBV 1790141 2928460 74.84% 11.277%
rvB 266511 395073 10.10% 1.521%
14.604 1952 1960 1967 rBV2 657593 1082230 27.66% 4.167%
16.102 2208 2215 2222 rBV 1360748 2153779 55.04% 8.294%
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11 17.354 2419 2428 2432 rBV 816350 1250735 31.96% 4_.816%
12 17.395 2432 2435 2441 rVB 164837 237629 6.07% 0.915%
13 17.489 2446 2451 2455 rVB2 34472 53951 1.38% 0.208%
14 18.429 2605 2611 2614 rBV2 40643 71544 1.83% 0.276%
15 19.404 2772 2777 2783 rVV 383778 544252 13.91% 2.096%

16 19.762 2828 2838 2847 rBV 314963 615294 15.72% 2.369%
17 19.968 2864 2873 2887 rBV 2861613 3912865 100.00% 15.068%

18 20.091 2889 2894 2900 rBV7 24123 62288 1.59% 0.240%
19 20.256 2912 2922 2930 rBV3 61210 176065 4_50% 0.678%
20 20.361 2936 2940 2944 rVB 33581 44741 1.14% 0.172%
21 20.414 2946 2949 2953 rVB3 31404 45425 1.16% 0.175%
22 20.773 3006 3010 3014 rvVB4 31699 39851 1.02% 0.153%
23 21.019 3048 3052 3057 rVB2 27052 42331 1.08% 0.163%

24 21.272 3090 3095 3102 rVB3 186071 323831 8.28% 1.247%
25 21.607 3144 3152 3157 rBV2 825580 1566204 40.03% 6.031%

26 21.654 3157 3160 3172 rVB 153940 279472 7.14% 1.076%
27 21.806 3182 3186 3192 rVB4 83252 118176 3.02% 0.455%
28 22.411 3284 3289 3293 rBv4 76864 137493 3.51% 0.529%
29 23.087 3400 3404 3410 rVB3 77261 141604 3.62% 0.545%
30 23.768 3513 3520 3527 rBV 111199 340762 8.71% 1.312%

31 23.880 3534 3539 3545 rVB4 78921 158236 4.04% 0.609%
32 24.468 3633 3639 3649 rVB3 78644 210044 5.37% 0.809%
33 24.603 3657 3662 3676 rVB2 99117 287426 7.35% 1.107%
34 24.761 3680 3689 3708 rVB 433757 1487252 38.01% 5.727%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045471.D

Acq On > 27 May 2020 00:21

Operator : CG/JU

ﬁ?ggle i L.2744-09 NM52-COMP-2020-0-6
ALS Vial : 18 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 25.913 3877 3885 3895 rVB5 73074 224741 5.74% 0.865%

Sum of corrected areas: 25968410
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045471.D

Acq On : 27 May 2020 00:21

Operator : CG/JU

ﬁ?ggle i L.2744-09 NM52-COMP-2020-0-6
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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: BG045471.D
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 1100 1150 1200 1250
Abundance TIC: BG045471.D
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Abundance TIC: BG045471.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045471.D

Acq On : 27 May 2020 00:21

Operator : CG/JU

ﬁ?ggle i L.2744-09 NM52-COMP-2020-0-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11H-Benzo[b]fluorene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.26 2.25 ng 176065 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 Pyrene, l-methyl- 216 C17H12 002381-21-7 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83
Abundance Scan 2923 (20.261 min): BG045471.D (-2912) (-) m/z 216.05 100.00%
216
5000
43 164189 20.00 20.20 20.40 20.60
- .",‘.“.'f".'L,L. AR did M2 230325 366 AMATS| sz 215.00  93.75%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #74418: 11H-Benzo[b]fluorene
216
5000

20.00 20.20 20.40 20.60
m/z 213.05 28.92%

50 81‘ m 139163189 |

O e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
216
20.00 20.20 20.40 20.60
5000 m/z 217.05  18.34%

107
14 44 81 139163189

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

Abundance #74411: Pyrene, 1-methyl-
216 20.00 20.20 20.40 20.60
m/z 107 .55 14 _.44%
5000
95 189
ol 14 30 63 | 122 163 |
T T e e e e
m/iz-> 0 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045471.D

Acq On : 27 May 2020 00:21

Operator : CG/JU

ﬁ?ggle i L.2744-09 NM52-COMP-2020-0-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Heptadecanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.27 4.14 ng 323831 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 87
4 3-Octadecene, (E)- 252 C18H36 007206-19-1 86
5 1-Heneicosanol 312 C21H440 015594-90-8 83
Abundance Scan 3095 (21.272 min): BG045471.D (-3090) (-) m/z 57.05 100.00%
Il Jm
5000
111
139 20 21,00 21,20 2140 21.60
169195 . . . .
ol b bl ,'.l.Jl. 188000, | 269 s13343368309 455 489 | ot as0e g3 gy
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107662: n-Heptadecanol-1
55 83
5000 L BN UL SR A
1 21.00 21.20 21.40 21.60
29 m/z 43.05 77.02%
0 \‘ \‘\ | “ ‘ ‘\139‘168 210 238
m/z--> 0 5 100 150 260 250 300 350 400 450
Abundance
57
83 21,00 21,20 21,40 21.60
5000 m/z 97.05 75.08%
111
. 29 139169 10238 o,
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1 R S
55 83 21.00 21.20 21.40 21.60
m/z 69.05 74.12%
- | \AAM/LMA
29
o1 139 168106 238 266
m'z--> 0 5 100 150 200 2%0 300 350 400 450 ' 21/00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045471.D

Acq On : 27 May 2020 00:21

Operator : CG/JU

ﬁ?ggle i L.2744-09 NM52-COMP-2020-0-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.88 2.13 ng 158236 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 81
2 Eilcosane 282 C20H42 000112-95-8 76
3 Heneicosane 296 C21H44 000629-94-7 64
4 Hexacosane 366 C26H54 000630-01-3 59
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 59

Abundance Scan 3539 (23.880 min): BG045471.D (-3534) (-) m/z 57.05 100.00%

5000

23.60 23.80 24.00 24.20
m/z 71.05 81.05%

7
o 240266 295325 371 430

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209565: Octacosane

%

5000 85 L L B B B B
23 60 23 80 24. OO 24 20

m/z 85.05 70.23%

29
o \h\‘d H41169;97225253281309337365394
NI W e R R e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
R s L o
23.60 23.80 24.00 24.20
5000 m/z 43.05 50.19%
85
29
o 113141 169 197 225 253 282
A e .
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425: Heneicosane AN EEREE RS
57 23.60 23.80 24.00 24.20
m/z 99.05 26.64%
5000 85
29
oL 113141 169197205255 296
NN,
mz--> 0 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045471.D

Acq On : 27 May 2020 00:21

Operator : CG/JU

ﬁ?ggle i L.2744-09 NM52-COMP-2020-0-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24._47 2.82 ng 210044 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 93
2 Benzo[e]pyrene 252 C20H12 000192-97-2 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
Abundance Scan 3639 (24.468 min): BG045471.D (-3633) (-) m/z 252.05 100.00%
252
5000
9 126 224 24.20 24.40 24.60 24.80
Ol rrrtd TE 20 1 122180 5T 4 281 327356 402429 462 S01  n777250.05  31.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104214: Perylene
252
5000

24.20 24.40 24.60 24.80
125 m/z 253.05  21.59%

17 74 99, M 150 198224

O B M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
252
e R
24.20 24.40 24.60 24.80
5000 m/z 251.05 11.37%
125
oL, 39 74 99 | 150 198224
e A B R I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104224: Benzo[K]fluoranthene e
252 24.20 24.40 24.60 24.80
m/z 125.95 7.65%
5000
126
0 74 99 198224
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045471.D

Acq On : 27 May 2020 00:21

Operator : CG/JU

ﬁ?ggle i L.2744-09 NM52-COMP-2020-0-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.91 3.02 ng 224741 Perylene-di12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 3885 (25.913 min): BG045471.D (-3877) (-) m/z 57.05 100.00%
87 g5
5000
141 169 207 239 2% 3 25.60 25.80 26.00 26.20
1 289 327 355 : : : :
- 3840145 nsz 71.05  89.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105884: Octadecane
57
5000 85 AR AR AR RS
25.60 25.80 26.00 26.20
- m/z 85.05 80.37%
0 \‘ | ‘\ “\ ﬂ H‘ \‘ \141 169 197 225 254
m/z--> 50 100 1%0 200 250 300 350 400 450
Abundance
57
o 25.60 25.80 26.00 26.20
5000 m/z 43.05 68.70%
29
113 141 169 212
O e e B e T B L o o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl- R
57 25.60 25.80 26.00 26.20
m/z 69.10 30.76%
5000 85
o ‘ g ﬁ1}3 141 169 197 2?9 267 294 323 352
m/z--> 50 100 150 200 250 300 350 400 450 25.60 25.80 26.00 26.20

8270-BG051520.M Wed May 27 16:27:46 2020 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045471.D

Acq On > 27 May 2020 00:21

Operator : CG/JU

3?22'6 i L.2744-09 NM52-COMP-2020-0-6
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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]
11H-Benzo[b]fluorene 20.26 2.3 ng 176065 5 21.61 1566200 20.0
n-Heptadecanol-1 21.27 4.1 ng 323831 5 21.61 1566200 20.0
Octacosane 23.88 2.1 ng 158236 6 24.76 1487250 20.0
Perylene 24._47 2.8 ng 210044 6 24.76 1487250 20.0
Octadecane 25.91 3.0 ng 224741 6 24.76 1487250 20.0
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