LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\
Data File : BG045560.D
Aca On 1 Jun 2020 17:56 Instrument :
Operator : CG/JU ?:'l\!A_?S el

- _ lentosampleld :
3?22'6 : L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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 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 heiaht area % max. total
1 5.543 410 418 431 rBV 624982 1088722 29.59% 4.135%
2 7.147 680 691 709 rBV 736019 1346541 36.60% 5.114%
3 7.952 820 828 838 rBV 220247 400564 10.89% 1.521%
4 8.275 875 883 893 rBV 694212 1220422 33.17% 4.635%
5 9.109 1017 1025 1044 rBV 515168 1007177 27.37% 3.825%

10.760 1298 1306 1319 rBV 298468 586351 15.94% 2.227%
13.215 1716 1724 1734 rBV 1586799 2602100 70.72% 9.882%
rBv 150122 240504 6.54% 0.913%
14.596 1949 1959 1967 rBV 554685 901625 24.51% 3.424%
16.088 2205 2213 2228 rBV 1244096 2023794 55.01% 7.686%
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11 17.345 2419 2427 2431 rBV 654132 1051528 28.58% 3.993%
12 17.386 2431 2434 2439 rVB 142191 205405 5.58% 0.780%

13 17.474 2446 2449 2454 rVB2 27985 40717 1.11% 0.155%
14 18.267 2581 2584 2589 rVB2 33615 50265 1.37% 0.191%
15 18.414 2603 2609 2613 rBv4 46025 87482 2.38% 0.332%
16 19.131 2725 2731 2736 rBV2 26377 53741 1.46% 0.204%
17 19.272 2751 2755 2762 rBV6 28415 55078 1.50% 0.209%

18 19.342 2762 2767 2771 rBV 136629 189150 5.14% 0.718%
19 19.395 2771 2776 2782 rVB 367694 529352 14.39%% 2.010%
20 19.759 2828 2838 2846 rBV 338889 608808 16.55% 2.312%

21 19.959 2865 2872 2884 rVB 2756901 3679227 100.00% 13.973%

22 20.088 2887 2894 2900 rBV6 34760 87256 2.37% 0.331%
23 20.247 2912 2921 2931 rBV2 62492 168248 4._.57% 0.639%
24 20.353 2933 2939 2943 rBV2 36525 61225 1.66% 0.233%
25 20.406 2945 2948 2952 rVB2 36906 56339 1.53% 0.214%
26 20.599 2976 2981 2984 rBV2 36164 53106 1.44% 0.202%
27 21.011 3046 3051 3057 rVB3 35217 58449 1.59% 0.222%

28 21.263 3090 3094 3103 rVB4 141290 274454 7.46% 1.042%
29 21.604 3143 3152 3157 rBV2 694518 1503782 40.87% 5.711%
30 21.645 3157 3159 3173 rVB 179745 296350 8.05% 1.125%

31 21.798 3181 3185 3191 rBV3 40623 68489 1.86% 0.260%
32 22.403 3283 3288 3296 rBV7 55685 139234 3.78% 0.529%
33 23.413 3458 3460 3468 rVB5 63230 104996 2.85% 0.399%
34 23.754 3510 3518 3525 rBV2 148739 464254 12.62% 1.763%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

3?22'6 i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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\HPCHEM1I\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.866 3533 3537 3543 rVB 134514 250517 6.81% 0.951%

36 23.930 3543 3548 3556 rBV6 64116 149867 4_.07% 0.569%
37 24.459 3632 3638 3647 rVB 84662 224705 6.11% 0.853%
38 24.594 3655 3661 3671 rVB 115420 308290 8.38% 1.171%
39 24.753 3678 3688 3708 rBV2 396329 1234122 33.54% 4.687%
40 25.293 3772 3780 3790 rVB9 70152 204787 5.57% 0.778%

41 25.892 3873 3882 3893 rVB 329363 1036005 28.16% 3.934%
42 26.027 3895 3905 3923 rBV6 97738 450283 12.24% 1.710%
43 28.307 4287 4293 4295 rBV3 35872 75400 2.05% 0.286%
44 28.835 4365 4383 4404 rBV3 139902 837824 22.77% 3.182%
45 29.288 4449 4460 4473 rBV3 54793 255351 6.94% 0.970%

Sum of corrected areas: 26331886
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

ﬁ?ggle i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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: BG045560.D

2500000
2000000
1500000

1000000

7.15
5.54 8.27 o1l
500000 i

795 10.76

\

0

T T T
350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
TIC: BG045560.D

Time-->
Abundance

19.96
2500000

2000000

13.22
1500000
16.09

1000000

17.34
14.60

500000

1%.39
7.47 1@41

Time--> 13.00 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: BG045560.D

14.04

2500000
2000000
1500000

1000000

24.75

500000 25.89

6.03 28.84

23.412 .93 2% 25.29 28.31 29.29

O S T T T T o [T T T T A T T T T T T T

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

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

ﬁ?ggle i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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

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 unknownl19.34 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.34 3.60 ng 189150 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenamide. N-(l1l-methvlethvl)... 265 C18H19NO 055044-37-6 30
2 Vinvl trans-cinnamate 174 C11H1002 017719-70-9 22
3 Propenamide. 3-phenvl-N-(3-ethvn... 247 C17H13NO 294667-02-0 22
4 1-Penten-3-one. 4-methvl-1-phenvl- 174 C12H140 003160-32-5 22
5 Propanedioic acid, nitrile, hydr... 229 C12H11N302 294878-35-6 22
Abundance Scan 2767 (19.342 min): BG045560.D (-2762) (-) m/z 131.05 100.00%

18
57 85 264
5000 180 AJkVN

UNNDSUN AR SR

205 19.00 19.20 19.40 19.60
.thﬁhwmllﬁ“l.l.p...,....“??ﬁ,....,”..,?7? m/z 264.10 52.85%

OD

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #114904: 2-Propenamide, N-(1-methylethyl)-N,3-dipheny!-
131
5000 103

19.00 19.20 19.40 19.60

v m/z 57.05 50.74%
0 27\\“”\\\\‘\165193 L
e o B B B T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
131
19.00 19.20 19.40 19.60
5000 103 m/z 85.05 50.58%
77
51
15 174
O e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99910: Propenamide, 3-phenyl-N-(3-ethynylphenyl)-
131 19.00 19.20 19.40 19.60
m/z 103.05 50.51%
5000 103
77
247
o h L] a0 o
L B B e B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

ﬁ?ggle i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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

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 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.25 2.24 ng 168248 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 90
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 90
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 87
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 83
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
Abundance Scan 2922 (20.253 min): BG045560.D (-2912) (-) m/z 216.05 100.00%
216
5000
107 189 20.00 20.20 20.40 20.60
133 267
o 103 A0 R m/z 215.05  75.52%
m/z--> 50 100 150 200 250 300 350
Abundance #74411: Pyrene, 1-methyl-
216
5000
20.00 20.20 20.40 20.60
95 189 m/z 213.05 22 _47%
oL14 30 63 | 122 163 | |
m/z--> 50 100 150 200 250 300 350
Abundance
216
20.00 20.20 20.40 20.60
5000 m/z 217.00 15.33%
108
0 57 139 163 189
m/z--> 50 100 150 200 250 300 350
Abundance #74417: 7TH-Benzo[c]fluorene
216 20.00 20.20 20.40 20.60
m/z 107 .50 7.62%
5000
108
oo el ey
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060120\
Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

Sample : L2792-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 4 Trichloroacetic acid, hexad... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.26 3.65 ng 274454 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
2 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 81
4 Cvclooctacosane 392 C28H56 000297-24-5 81
5 Cyclotetracosane 336 C24H48 000297-03-0 74

Abundance Scan 3093 (21.257 min): BG045560.D (-3090) (-) m/z 83.00 100.00%
57 83
HL AU SR B B
140 182 246 21.00 21.20 21.40 21.60
oL 4k 220 280 327355 387 429 /7  69.05 87 03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
5000 LR S SULRILE BRI R
21.00 21.20 21.40 21.60
125 m/z 57.05 86.52%
0 .‘M IH“ \‘“ \\‘\ ‘\H‘\ ;153 19|6.2.2f1.|....|....|....|....|....|.
m/z--> 50 150 200 250 300 350 400 450 500
Abundance
57 97
21,00 21.20 21,40 21.60
5000 m/z 43.05 81.22%
125
o 29 153 182910238266 311 362
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #222139: Nonadecy! pentafluoropropionate N L B A e R
57 o7 21.00 21.20 21.40 21.60
m/z 55.05 79 .84%
5000
125
29
oLl | A1 [193182210238266 311 412
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

ﬁ?ggle i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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

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 2-methyltetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.87 4_.06 ng 250517 Perylene-d12 24.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-methvltetracosane 352 C25H52 1000376-72-6 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 64
4 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 64

5 Heptacosane 380 C27H56 000593-49-7 58
Abundance Scan 3538 (23.871 min): BG045560.D (-3533) (-) m/z 57.05 100.00%

57
85
5000
127 23.60 23.80 24.00 24.20
155 183208232 258
Ol b bl g LA 02327 (283 318 396 415 4% Tz 71.10 80.95%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185534: 2-methyltetracosane
57

5000
23.60 23.80 24.00 24.20

29 m/z 85.05 69.39%
b LM o107 o5 25y oo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
IIIII‘IIIIIIIIIIIIIIIIII
85 23.60 23.80 24.00 24.20
5000 m/z 43.05 63.97%
29 113
o 141 169 197 225 253 296
I B B o L B o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83030: Tridecane, 6-propy!- e e N hastiad
43 23 60 23. 80 24, OO 24 20
71 m/z 41.05 24 .44%
5000
} 99 126 154 183
N 0 S P P Y N N
m/z--> 50 100 150 200 250 300 350 400 450 23 60 23. 80 24, OO 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

ﬁ?ggle i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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

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 7-Heptadecene, 17-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.93 2.43 ng 149867 Perylene-d12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Heptadecene. 17-chloro- 272 C17H33ClI 056554-79-1 89
2 Cvclotetradecane 196 C14H28 000295-17-0 89
3 n-Heptadecanol-1 256 C17H360 001454-85-9 86
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 83
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 58
Abundance Scan 3548 (23.930 min): BG045560.D (-3543) (-) m/z 83.05 100.00%
43
5000
w08 357387 4sL avr || 2360 2380 24100 2420
Oty m/z 69.05 88 .55%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #121212: 7-Heptadecene, 17-chloro-
55
83
5000 UABUVAUNALAUARRE
29 23.60 23.80 24.00 24.20
11 m/z 97.05 87 .60%
272
0 ..L:M ‘ mMﬂ‘m4ﬁ5}7320%| L
mz-> 0 50 150 200 250 300 350 400 450
Abundance
55
83 23.60 23.80 24.00 24.20
5000 m/z 43.05 72 .62%
29 111
. 139 168 196
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #107662: n-Heptadecanol-1 T ]
55 83 23.60 23.80 24.00 24.20
m/z 55.05 70.58%
5000 111
29
o [139 163 210 238
mz-> 0 50 100 1éo 260 250 300 350 400 450 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

ﬁ?ggle i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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

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 Perylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.46 3.64 ng 224705 Perylene-di12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 94
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 76
3 Benzolelpvrene 252 C20H12 000192-97-2 76
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 76
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 68
Abundance Scan 3638 (24.459 min): BG045560.D (-3632) (-) m/z 252.05 100.00%
252
5000
125 24.20 24.40 24.60 24.80
224
ol M LT ) 163192557 ) 282 330356 S04 | "n/z 250.05 31.15%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104215: Perylene
252
5000
24.20 24.40 24.60 24.80
126 m/z 253.05 25.04%
oL, 38 63 99, | 158 108224
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
252
24,20 24.40 24.60 24.80
5000 m/z 251.10 9.49%
126
oL, 39 74100 | 163 198224
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104221: Benzo[e]pyrene ey
252 24.20 24.40 24.60 24.80
m/z 248.00 8.94%
5000
126
ol 41 74100 | 152 198224
m/z--> 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\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

ﬁ?ggle i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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

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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.29 3.32 ng 204787 Perylene-di12 24._.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 89
3 Heptadecanal 254 C17H340 1000376-70-0 83
4 Disparlure 282 C19H380 029804-22-6 80
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 76
Abundance Scan 3779 (25.287 min): BG045560.D (-3772) (-) m/z 57.05 100.00%

2

5000
391 417 25.00 25.20 25.40 25.60
(o} m/z 82.00 91.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117604: Octadecanal
43
82
5000 LA L L L L L L L L
25.00 25.20 25.40 25.60
m/z 43.05 78.30%
L2 dMWmmmm
I~ T I T T T T I T T T T I T 1 T T I T 1 T T
m/z--> 50 lOO 150 200 250 300 350 400
Abundance
43 82
e A RRREE BE s L
25.00 25.20 25.40 25.60
5000 m/z 83.05 65.12%
110
. 138 166 104 236 264
e B B L L B B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #105849: Heptadecanal R A RRREE BE s L
4 82 25.00 25.20 25.40 25.60
m/z 55.05 63.76%
5000
109
o [ “ “137153180 208 236
I~ T IIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 10 150 200 250 300 350 400 25 00 25. 20 25 40 25. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

ﬁ?ggle i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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

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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

25.89 16.79 ng 1036010 Perylene-d12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 3882 (25.892 min): BG045560.D (-3873) (-) m/z 57.05 100.00%

57
5000

J J ﬂ ﬂ 15 183207 238 266 297 337 365 415

25 60 25 80 26. 00 26 20
ol rh 238 P 23T 387365 415 m/z 71.05 90.06%

m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85

5000 LI L B L B BB
25 60 2580 26. 00 26 20

m/z 43.05 63.08%

29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
] T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

25.60 25.80 26.00 26.20
5000 85 m/z 85.05 62.51%

113
141 169 197 239 267 204 323 352

L0 e e e e L e oo s o e o e B [ e e e S e B
m/z--> 5IO lCI)O léO 2CI)O ZéO 3CI)O 35IO 4CI)O
Abundance #219831: Triacontane R EEE e o Al
57 25.60 25.80 26.00 26.20
m/z 55.05 27.33%

5000 85
13 149
29 | j | 77,169 197 225 253 281 309 337 365 393 422

o A S O R R i S st

m/z--> 50 100 150 200 250 300 350 400 25 60 25 80 26. 00 26 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060120\
Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

Sample : L2792-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 10 1-Heptacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26.03 7.30 ng 450283 Perylene-di12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol- 354 C24H500 000506-51-4 87
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 83
4 Cvclopropane. 1-(1.2-dimethvlpro... 252 C18H36 041977-42-8 70
5 Cyclooctane, 1,2-diethyl- 168 C12H24 023609-46-3 55

Abundance Scan 3905 (26.027 min): BG045560.D (-3895) (-) m/z 83.05 100.00%
83
57
5000
" 25.80 26.00 26.20 26.40
ob—— iyl m/z 69.05 81.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97
5000 LR UL BRI I B
125 25.80 26.00 26,20 26.40
m/z 57.05 74 .74%
L2 l‘ M\ i L‘ 1123 18120236 264 292 320 350378
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57 83
" 25.80 26.00 26.20 26.40
5000 11 m/z 55.05 74.22%
29 139
o 167 195222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #202424: Nonadecy! trifluoroacetate e
57 97 25.80 26.00 26.20 26.40
m/z 97.00 73.48%
5000
125
0 il ‘ l 153 182 910233266 311 362 MNL
s S o 1o 2o P mo He e aa " 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

ﬁ?ggle i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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

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 11 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
28.84 13.58 ng 837824 Perylene-di12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 86
2 1H-Cvcloproplelazulene. decahvdr... 204 C15H24 072747-25-2 83
3 Aromandendrene 204 C15H24 000489-39-4 78
4 Farnesvl bromide 284 C15H25Br 006874-67-5 60
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 50
Abundance Scan 4384 (28.841 min): BG045560.D (-4365) (-) m/z 204.10 100.00%
5000
339 393 429 475 28.60 28.80 29.00 29.20
o m/z 69.05 92.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 204
41
5000 79 107 135 RN AR AR AR A
28.60 28.80 29.00 29.20
‘ ‘ m/z 71.05 83.86%
0! T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
4 161
93 R NI SRR BN SUR
69 28.60 28.80 29.00 29.20
5000 121 204 m/z 43.05 65.95%
L L U U UL L UL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64285: Aromandendrene I EREEEEES LSS S
a4 161 28.60 28.80 29.00 29.20
0
s % 04 m/z 135.05 59.58%
121
5000
O'M rrt J'}l"“''|""|'"'|""|""|""|"' R UM SRR BN SUR
m/z--> 50 100 150 200 250 300 350 400 450 28.60 28.80 29.00 29.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045560.D

Aca On 1 Jun 2020 17:56

Operator : CG/JU

ﬁ?ggle i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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

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 12 unknown29.29 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
29.29 4.14 ng 255351 Perylene-d12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 38
2 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 38
3 Lilial 204 C14H200 000080-54-6 38
4 2H-1.3-0xazine. 2-T(2.6-dimethvl... 204 C12H16N20 054708-09-7 30
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 25

Abundance Scan 4460 (29.288 min): BG045560.D (-4449) (-) m/z 189.15 100.00%

7 89

5000

29.00 29.20 29.40 29.60

0 m/z 71.05 97.11%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189
161
5000 105 LA L L L L L L
41 133 29.00 29.20 29.40 29.60
69 m/z 177.00 92.78%
Ol b M | e
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance
189
93 M I,
41 29.00 29.20 29.40 29.60
5000 1&251 m/z 204.10 82 _47%
67
Oy e e p e T e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64192: Lilial
189 29.00 29.20 29.40 29.60
147 m/z 207.00 77.61%
119
5000 57
91
m/z--> 50 100 150 200 250 300 350 400 450 500 29.00 29.20 29.40 29.60

8270-BG051520.M Tue Jun 02 08:33:23 2020 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG060120\

Data File : BG045560.D

Acq On 1 Jun 2020 17:56

Operator : CG/JU

3?22'6 i L2792-12 NM75-COMP-2020-0-6
ALS Vial : 8 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]
unknownl19.34 19.34 3.6 ng 189150 4 17.34 1051530 20.0
Pyrene, 1l-methyl- 20.25 2.2 ng 168248 5 21.60 1503780 20.0
Trichloroacetic a... 21.26 3.6 ng 274454 5 21.60 1503780 20.0
2-methyltetracosane 23.87 4.1 ng 250517 6 24.75 1234120 20.0
7-Heptadecene, 17... 23.93 2.4 ng 149867 6 24.75 1234120 20.0
Perylene 24 .46 3.6 ng 224705 6 24.75 1234120 20.0
Octadecanal 25.29 3.3 ng 204787 6 24.75 1234120 20.0
Heneicosane 25.89 16.8 ng 1036010 6 24.75 1234120 20.0
1-Heptacosanol 26.03 7.3 ng 450283 6 24.75 1234120 20.0
Naphthalene, 1,2,... 28.84 13.6 ng 837824 6 24.75 1234120 20.0
unknown29 .29 29.29 4.1 ng 255351 6 24.75 1234120 20.0
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