LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\
Data File : BG045564.D
Aca On 1 Jun 2020 20:36 Instrument :
Operator : CG/JU ?:'l\!A_?S el

- _ lentosampleld :
3?22Ie - L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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 5.543 409 418 427 rBV 655550 1140299 37.03% 4.428%
2 7.153 684 692 702 rBV 732992 1340821 43.54% 5.206%
3 7.952 821 828 837 rBV 290446 505953 16.43% 1.964%
4 8.275 876 883 894 rBV 671337 1208619 39.25% 4.693%
5 9.115 1017 1026 1036 rBV 491741 944924 30.68% 3.669%
6 10.759 1298 1306 1314 rBV 370899 709175 23.03% 2.754%
7 13.215 1717 1724 1733 rBV 1480128 2362744 76.73% 9.174%
8 13.750 1809 1815 1819 rBV3 22215 37913 1.23% 0.147%
9 13.873 1829 1836 1841 rBV3 76713 121369 3.94% 0.471%
10 13.920 1841 1844 1852 rVB6 37601 61573 2.00% 0.239%
11 14.043 1857 1865 1875 rBvV 256920 411483 13.36% 1.598%
12 14.125 1875 1879 1888 rVB4 23345 37947 1.23% 0.147%
13 14.319 1903 1912 1918 rVB6 18444 40819 1.33% 0.158%
14 14.425 1926 1930 1937 rVB5 23934 39651 1.29% 0.154%
15 14.496 1937 1942 1948 rVB3 49315 76640 2.49% 0.298%

16 14.595 1948 1959 1967 rBV 697702 1137982 36.95% 4._.419%
17 15.265 2068 2073 2079 rVB2 26759 41991 1.36% 0.163%
18 15.882 2173 2178 2185 rVB2 75292 118998 3.86% 0.462%
19 16.088 2202 2213 2224 rBV 1089470 1768324 57.42% 6.866%
20 16.745 2319 2325 2334 rBV9 29058 81522 2.65% 0.317%

21 17.345 2420 2427 2432 rBV 736939 1163752 37.79% 4_.519%
22 17.386 2432 2434 2441 rVB 106876 134123 4_36% 0.521%

23 17.486 2446 2451 2454 rVB 22465 33981 1.10% 0.132%
24 17.727 2488 2492 2495 rBV6 23456 39684 1.29% 0.154%
25 18.220 2573 2576 2581 rVv4 20360 46679 1.52% 0.181%
26 18.267 2582 2584 2590 rVB2 29051 38635 1.25% 0.150%
27 18.420 2605 2610 2613 rBv4 33387 53807 1.75% 0.209%

28 19.266 2749 2754 2760 rBV3 47638 106909 3.47% 0.415%
29 19.342 2761 2767 2772 rBV 476954 665196 21.60% 2.583%
30 19.401 2772 2777 2783 rVB 276216 402363 13.07% 1.562%

31 19.759 2828 2838 2846 rBV 247977 463979 15.07% 1.802%
32 19.959 2866 2872 2885 rBV 2332741 3079441 100.00% 11.957%
33 20.253 2918 2922 2928 rVB3 54168 96968 3.15% 0.377%
34 20.440 2952 2954 2959 rVB3 42108 47368 1.54% 0.184%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\
Data File : BG045564.D
Aca On 1 Jun 2020 20:36 Instrument :
Operator : CG/JU (BZII\!A_(tSS el

- _ lentosampleld :
3?22Ie - L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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 20.605 2977 2982 2986 rBV2 283310 378243 12.28% 1.469%

36 20.646 2986 2989 2998 rVB 179613 245329 7.97% 0.953%
37 21.263 3090 3094 3102 rVB4 174799 311996 10.13% 1.211%
38 21.498 3130 3134 3141 rVB 140566 214156 6.95% 0.832%
39 21.604 3144 3152 3157 rVV3 725128 1407327 45.70% 5.464%
40 21.651 3157 3160 3173 rVB 124919 234973 7.63% 0.912%

41 21.803 3183 3186 3192 rVB3 63758 91362 2.97% 0.355%
42 22.403 3283 3288 3306 rVB7 125934 408583 13.27% 1.586%
43 23.754 3512 3518 3526 rBVY 112943 346610 11.26% 1.346%
44 23.865 3532 3537 3543 rVB2 224009 420455 13.65% 1.633%
45 24.600 3657 3662 3672 rVB 85326 226783 7.36% 0.881%

46 24.752 3679 3688 3704 rVB 405233 1272018 41.31% 4_.939%
47 25.299 3775 3781 3790 rVB9 75592 221532 7.19% 0.860%

48 25.898 3873 3883 3895 rVvB2 369644 1122104 36.44% 4_.357%
49 26.021 3897 3904 3915 rBVS 80024 291792 9.48% 1.133%

Sum of corrected areas: 25754895
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LSC Report - Integrated Chromatogram

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

Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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: BG045564.D

2000000

1500000

1000000

554 715 8.27

9.11
500000 10.76

7.95

R e o S TRatS 1 SRR KBLMESMUMESY.. SHMMREMUE | MU 4 MMM SRR S | U

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG045564.D

19.96

2000000

1500000{ 13.21

16.09
1000000 0160
14.60 17.34
500000
14.04 22.40
17.39
oL 131.@@5 1527 158 16.75 29973 TRYEA2
Time--> 13.00 13.50 14.00 1450 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 2250
Abundance TIC: BG045564.D
2000000
1500000
1000000
24.75
25.90
500000 03,87
23. 24, 25.30 6.02
e o L o L = L o o L o L L R i

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
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Library Search Compound Report

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

Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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 Longifolene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.13 ng 121369 Acenaphthene-d10 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolene 204 C15H24 000475-20-7 89
2 Naphthalene. 1.2.3.5.6.7.8.8a-0oc... 204 C15H24 004630-07-3 83
3 .beta.-Guaiene 204 C15H24 000088-84-6 70
4 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 70
5 2H-2,4a-Methanonaphthalene, 1,3,... 204 C15H24 001135-66-6 64
Abundance Scan 1836 (13.873 min): BG045564.D (-1829) (-) m/z 91.00 100.00%
1
5000
13.60 13.80 14.00 14.20
0 m/z 79.05 88 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64270: Longifolene
161
41 o 105 119 133
5000 & 189
S 67 147 204 13.60 13.80 14.00 14.20
. ‘ ‘ 175 m/z 161.15 84 .85%
0..1.5“‘.‘..‘”. |"" \ \ h\‘“ “lul“..“...‘l ||‘||||‘||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
161
o3 105 204 13.60 13.80 14.00 14.20
5000 79 119 145 m/z 105.05 73.99%
41 189
%5 67 87 75
e R S S S B L L B B A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64282: .beta.-Guaiene
105 161 13.60 13.80 14.00 14.20
204 m/z 94.05 70.86%
41 91 119
5000 55 133 147 189
175
oL u : \h ‘H T H‘\ HM\ H‘ \ \ “...“l” |‘H|||“|‘|||I||
m/z--> 20 40 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20
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Library Search Compound Report

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

Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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 unknownl15.88 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.88 2.09 ng 118998 Acenaphthene-d10 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.4.0.0(2.8)1dec-3-en-5-01 150 C10H140 1000193-38-7 46
2 Puleaone semicarbazone 209 C11H19N30 023733-71-3 43
3 4-Penten-1-one. 1-(1H-imidazol-4... 150 C8H10N20 069393-39-1 38
4 Methanone. cvclobutyl-1H-imidazo... 150 C8H10N20 069393-27-7 38
5 Aminocarb 208 C11H16N202 002032-59-9 35
Abundance Scan 2178 (15.882 min): BG045564.D (-2173) (-) m/z 95.05 100.00%

5000

15.60 15.80 16.00 16.20

0 m/z 151.10 69.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23796: Tricyclo[4.4.0.0(2,8)]dec-3-en-5-0l
5
5000 79 150

15.60 15.80 16.00 16.20
m/z 81.05 59.99%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
151
15.60 15.80 16.00 16.20
5000 m/z 150.05 55.33%
41 107
5 79 g9 209
o 27 3 134 165 194
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24340: 4-Penten-1-one, 1-(1H-imidazol-4-yl)-
95 15.60 15.80 16.00 16.20
m/z 93.05 47 .44%
5000
40 68 150
122
A O NP .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060120\
Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

Sample : L2798-07

Misc :

ALS Vial : 12 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 unknownl19.34 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.34 11.43 ng 665196 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-phenvl-. met... 162 C10H1002 001754-62-7 30
2 trans-1-Cinnamovlimidazole 198 C12H10N20 001138-15-4 22
3 7-0xo0-1.3.5-cvcloheptatriene-1-c... 131 C8H5NO 000934-19-0 22
4 3-Butenoic acid. 2-oxo-4-phenvl- 176 C10H803 1000142-21-0 22
5 Vinyl trans-cinnamate 174 C11H1002 017719-70-9 22

Abundance Scan 2767 (19.342 min): BG045564.D (-2761) (-) m/z 131.00 100.00%
131
85
57 103
5000 180 264 ‘A\
3 \ ?\ 19.00 19.20 19.40 19.60
o bl L 207 235 306325346 370 | 77 85.05  57.53%
m/z--> 50 100 200 250 300 350
Abundance #32034: 2—Proper10|c acid, 3-phenyl-, methyl ester, (E)-
131
5000 LI L L L L L L B
103 162 19.00 19.20 19.40 19.60
51 77 m/z 103.05 53.19%
m/z--> 50 100 150 200 250 300 350
Abundance
131
B I e e i B
19. 00 19. 20 19.40 19.60
5000 103 m/z 57.05 52.75%
7
51 198
169
O P T
m/z--> 50 100 150 200 250 300 350
Abundance #13959: 7-Oxo-1,3,5-cycloheptatriene-1-carbonitrile
103 131 19.00 19.20 19.40 19.60
m/z 264.15 51.29%
76
5000
50
26 il i L ‘{ |
O —— e B
m/z--> 50 100 150 200 250 300 350 19. OO 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 : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.61 5.38 ng 378243 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 99
2 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 38
3 13-I1sopropvilpodocarpen-12-ol-20-al 300 C20H2802 024035-37-8 35
4 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 328 C22H3202 015340-82-6 27
5 Silane, dimethyl(2-chlorophenoxy... 286 C14H23CI102Si 1000347-07-3 22
Abundance Scan 2983 (20.611 min): BG045564.D (-2977) (-) m/z 175.05 100.00%
11
5000 jL-Jj\AA
%4 20.20 20.40 20.60 20.80 21.00
ol 325 355379405 461 n/z 271.15 97 320
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b, ...
271
175
5000 201 T ---- AL

20. 20 20. 40 20. 60 20. 80 21. oo
41 69 m/z 201.15 80.70%

45
18 2 b T
0! Mool i ‘,u‘ﬂw....,.”.,....“.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
201 271

20. 20 20. 40 20. 60 20. 80 21.00

5000 m/z 189.10 40.07%
115
89 173
39 63 143 243
(o |MPAU TN AP R VU VNS ARSI S

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

Abundance #145005: 13-Isopropylpodocarpen-12-ol-20-al T T T
271 20. 20 20. 40 20. 60 20. 80 21. OO

m/z 286.25 31.43%

5000
189
69
a s 1591 J { 229 300
0 L 92 Ly Lhum ‘J { ‘\
SN D2 gy

m/z--> 50 100 150 200 250 300 350 400 450 20.20 20.40 20.60 20.80 21.00
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Library Search Compound Report

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

Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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 Tetradecanamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.65 3.49 ng 245329 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 62
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 52
3 7-Nonenamide 155 C9H17NO 090949-53-4 43
4 Promethazine 284 C17H20N2S 000060-87-7 38
5 N-Ethylpiperazine 114 C6H14N2 005308-25-8 25

Abundance Scan 2990 (20.652 min): BG045564.D (-2986) (-) m/z 59.05 100.00%

5000
202

284
20.40 20.60 20.80 21.00

327 355 384 415

475

o m/z 72.05 80.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83610: Tetradecanamide
59
5000
20.40 20.60 20.80 21.00
m/z 43.05 33.46%
29 97 128,., 184 227
0 .AuLMwHMMNut}??.w.,.ﬂ.,....,....,....,.”.,....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
R I N B
20.40 20.60 20.80 21.00
5000 m/z 202.05 31.81%
o 29 | 83 114149 184 290 253 28!
T e T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #28131: 7-Nonenamide R ma T e e S
9 20.40 20.60 20.80 21.00
m/z 41.05 30.53%
5000
29 98 126 155
o L B L B e o o B R I N B
m/z--> 50 100 150 200 250 300 350 400 450 20.40 20.60 20.80 21.00
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Library Search Compound Report

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

Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : 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 7 3-Octadecene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.26 4.43 ng 311996 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
2 Cvclotetradecane 196 C14H28 000295-17-0 95
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 92
4 Cvclohexadecane 224 C16H32 000295-65-8 90
5 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 90
Abundance Scan 3094 (21.263 min): BG045564.D (-3090) (-) m/z 57.05 100.00%
g7
83
5000
111
HL AU SR B B
139 167 226 279300 21.00 21.20 21.40 21.60
ol LA L) K 267 203230 252 279300325 3% 398418 o TA305  91.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104188: 3-Octadecene, (E)-
41 |69
97
5000 LU BRI SUGLR UL AR
21.00 21.20 2140 21.60
m/z 69.05 82.56%
o \‘ L1 h m “\ L 154182 224 22
m/z--> 50 100 150 200 2éo 300 350 400
Abundance
55
83 21,00 21.20 21.40 21.60
5000 m/z 71.05 71.67%
29 111
. 139 168 1%
mz-> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)- R L e S LS
21.00 21.20 21.40 21.60
m/z 83.05 69.67%
o 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 2140 21.60
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Library Search Compound Report

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

Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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 4H-1-Benzopyran-4-one, 2,3-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.50 3.04 ng 214156 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1-Benzopvran-4-one. 2.3-dihvd... 256 C15H1204 000480-39-7 94
2 2.2"-Biauinoline 256 C18H12N2 000119-91-5 38
3 I21(1.4Nanhthalenol21(2.6)pvraz... 256 C18H12N2 100762-12-7 25
4 Benzonitrile. 3-(2.2-dicvanoethe... 179 C11H5N3 060595-33-7 22
5 2-lIsoquinolin-3-ylquinoline 256 C18H12N2 1000220-86-8 22
Abundance Scan 3134 (21.498 min): BG045564.D (-3130) (-) m/z 256.05 100.00%
152 179 246 J\M“M
124
5000
69
9 e R R e P
41 297 302 330 21120 21.40 21.60 21.80
o peeephoh B2 28000308 45 Tm/z 179.05  95.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107306: 4H-1-Benzopyran-4-one, 2,3-dihydro-5,7-dihydroxy-...
256
152 179
5000 R A DA PR R
124 21120 2140 21.60 21.80
69 o m/z 151.95 83.41%
o -
m/z--> 50 100 150 200 250 300 350 400
Abundance
256
21.20 21.40 21.60 21.80
5000 m/z 255.05 77 .39%
128
28 51 75 101 | 155179201 227
m/z--> 50 100 150 200 250 300 350 400
Abundance #107683: [2](1,4)Naphthaleno[2](2,6)pyrazinophane-1,11-diene (L B s e S
256 21.20 21.40 21.60 21.80
m/z 124_.00 53.63%
5000
o7 51 75 190 128 15577200 227
B T T R A A A A A 21.20 21.40 21.60 21.80
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Library Search Compound Report

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

Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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 9 Nonadecane, 9-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.40 5.81 ng 408583 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 80
2 Docosane. 11-decvl- 451 C32H66 055401-55-3 80
3 2-methvloctacosane 408 C29H60 1000376-72-8 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 3288 (22.403 min): BG045564.D (-3283) (-) m/z 57.05 100.00%
57
85
5000
113 RN AR SR B
155 183 242 271 314 22.00 22.20 22.40 22.60 22.80
o 210 338 398 429 474 n/z 71.05 98 . 00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129502: Nonadecane, 9-methyl-
57
85
5000 AU AR
22100 22.20 22.40 22.60 22.80
‘ Lm]58 m/z 85.05 68.61%
oAl \\ Lo amemsr
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
22.00 22.20 22.40 22.60 22.80
5000 85 m/z 43.05 62.55%
113
oL M1169197 225253000 WO sz 36302
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane e  RREEaEaE s
57 22.00 22.20 22.40 22.60 22.80
m/z 55.05 31.65%
- I “VNJkﬂhWﬂﬂVNV{\\mmwvbMﬂVNwV
0 29 113‘1%1‘169 197 225 267 295 365 3093
m/z--> % 100 150 200 250 300 350 400 450 22100 22,20 22.40 22.60 22.80
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Library Search Compound Report

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

Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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 10 6,6-Diethylhoctadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.87 6.61 ng 420455 Perylene-d12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
Abundance Scan 3538 (23.871 min): BG045564.D (-3532) (-) m/z 57.05 100.00%
5000 }\
AU UL U I
155 102207 23.60 23.80 24.00 24.20
ol 183207233258 302 337362388 416 461 490 m/z 71.05 83.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153228: 6,6-Diethylhoctadecane
57
85
5000 R AR SRR AR A
141 23.60 23.80 24.00 24.20
281 m/z 85.05 64.14%
239
0 .‘ 1 \‘ I A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
23,60 23.80 24.00 24.20
5000 85 m/z 43.05 61.73%
0 29 13 141 169 197 205 267 295 365 3093
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #194493: Hexacosane I e
57 23.60 23.80 24.00 24.20
m/z 41.05 25.21%
- | WAA/&W
. 290 | | | 8141160 197205253 295323 367
m/z--> 50 100 150 200 250 300 350 400 450 ' 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 : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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 Oxirane, heptadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.30 3.48 ng 221532 Perylene-d12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 1.19-Eicosadiene 278 C20H38 014811-95-1 80
4 7Z-11.13-Dimethvl-11-tetradecen-1... 282 C18H3402 1000131-36-6 70
5 Z-9-Hexadecen-1-ol acetate 282 C18H3402 1000130-89-2 64
Abundance Scan 3781 (25.299 min): BG045564.D (-3775) (-) m/z 57.05 100.00%
g7
82
5000

111

176 203905 255281 371 356 39 25.00 25.20 25.40 25.60
0 415 m/z 82.05 74.66%
miz--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
43 82
5000 IV AR B VR

25.00 25.20 25.40 25.60
110 m/z 55.05 64.27%

| ‘ w 138 166 104 236 264
ol b b b o e
miz--> 50 150 200 250 300 350 400
Abundance
82
e
57 25.00 25.20 25.40 25.60
5000 m/z 43.05 59.34%
110
29
138
166 211 250
S T o o e
miz--> 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene R Ea ARRREEEEE S
55 25.00 25.20 25.40 25.60
82 m/z 96.05 57 .79%
5000
29 109
oL L. ‘| H ,137 166 194 222 250 278
e I e
miz--> 50 100 150 200 250 300 350 400 25,00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060120\
Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

Sample : L2798-07

Misc :

ALS Vial : 12 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 12 2-methyloctacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
25.90 17.64 ng 1122100 Perylene-di12 24._.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3883 (25.898 min): BG045564.D (-3873) (-) m/z 57.05 100.00%
57
85
5000
3 IR AL A A
141 183 25.60 25.80 26.00 26.20
— J||, L, 211230 281307 339 379 415 461 ns5 7105 85.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57
5000 85 AR
25 60 25. 80 26. oo 26 20
13 m/z 85.00 61.50%
0 29/ ‘ L d 141169 107 205 267 295 365 393
m/z--> 55 100 150 260 250 360 3éo 460 4éo
Abundance
43
71 25.60 25.80 26.00 26.20
5000 m/z 43.05 56.74%
9
o 127 155 183 225 253 295 337
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #202661: Heptacosane AR REaEm R
57 25.60 25.80 26.00 26.20
m/z 55.05 25.68%
5000 85
29 113 141 169 197
ol b d oy R A97,225 253 281 309337 380 Sttt
m/z--> 50 100 150 200 250 300 350 400 450 2560 2580 2600 2620

8270-BG051520.M

Tue Jun 02 08:36:34 2020

NM57-COMP-2020-0-6
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Library Search Compound Report

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

Data File : BG045564.D

Aca On 1 Jun 2020 20:36

Operator : CG/JU

ﬁ?ggle i L2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-
ASP BNA STANDARDS FOR 5 POINT CALIBRAT

C:\Database\NIST11.L
LSCINT.P

BG051520.M
10N

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 13 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

26.02 4.59 ng 291792 Perylene-di12 24._.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 87
2 9-Hexacosene 364 C26H52 071502-22-2 86
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 83
4 1-Docosene 308 C22H44 001599-67-3 83
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 80

Abundance Scan 3904 (26.021 min): BG045564.D (-3897) (-) m/z 57.05 100.00%
57 97
5000
156 191 231255279 355398 360 399 429454 25.80 26.00 26.20 26.40
0 m/z 97.10 89.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
55 83
5000 111 LA B L L L L L LB
25. 80 26 00 26 20 26. 40
29 m/z 43.05 81.80%
ol \‘ | L - 167 196 224 252 280 308
e S . R E I B o o o o o e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43 97
69
P T T
25.80 26.00 26.20 26.40
5000 m/z 83.05 80.88%
125
364
153 181
T e e S e ST
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane i e e
57 25.80 26.00 26.20 26.40
97 m/z 69.05 79.19%
5000
29 125
o || 154 196224 269 30
o o e B LA e B o o o o S ERE R e e
m/z--> 50 100 150 200 250 300 350 400 450 25. 80 26 00 26 20 26. 40

8270-BG051520.M Tue Jun 02 08:36:36 2020
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Tentatively ldentified Compound (LSC) summary

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

Data File : BG045564.D

Acq On 1 Jun 2020 20:36

Operator : CG/JU

3?22'6 i L.2798-07 NM57-COMP-2020-0-6
ALS Vial : 12 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]
Longifolene 13.87 2.1 ng 121369 3 14.60 1137980 20.0
unknownl15.88 15.88 2.1 ng 118998 3 14.60 1137980 20.0
unknown19.34 19.34 11.4 ng 665196 4 17.34 1163750 20.0
2-Phenanthrenol, ... 20.61 5.4 ng 378243 5 21.60 1407330 20.0
Tetradecanamide 20.65 3.5 ng 245329 5 21.60 1407330 20.0
3-Octadecene, (E)- 21.26 4.4 ng 311996 5 21.60 1407330 20.0
4H-1-Benzopyran-4... 21.50 3.0 ng 214156 5 21.60 1407330 20.0
Nonadecane, 9-met... 22.40 5.8 ng 408583 5 21.60 1407330 20.0
6,6-Diethylhoctad... 23.87 6.6 ng 420455 6 24.75 1272020 20.0
Oxirane, heptadecyl- 25.30 3.5 ng 221532 6 24.75 1272020 20.0
2-methyloctacosane 25.90 17.6 ng 1122100 6 24.75 1272020 20.0
Behenic alcohol 26.02 4.6 ng 291792 6 24.75 1272020 20.0
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