LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

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-BG091219.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 3.217 16 22 30 rBv 660364 1337123 18.32% 3.162%
2 3.294 30 35 56 rvB 2018840 3231194 44.27% 7.641%
3 5.685 433 442 453 rVB 904912 1475528 20.21% 3.489%
4 7.266 704 711 724 rVB 609816 1083104 14.84% 2.561%
5 7.647 766 776 786 rBY 1590114 2878647 39.44% 6.807%
6 8.117 848 856 864 rBV 363044 635455 8.71% 1.503%
7 8.446 903 912 920 rBVY 1425603 2578890 35.33% 6.098%
8 9.275 1044 1053 1063 rVvB 1318411 2369144 32.46% 5.602%
9 10.926 1326 1334 1342 rBV 481897 862094 11.81% 2.039%
10 13.364 1741 1749 1758 rBVY 3168958 5024618 68.84% 11.882%

11 14.181 1880 1888 1892 rBV 110722 171275 2.35% 0.405%
12 14.733 1971 1982 1989 rBV2 742133 1208980 16.56% 2.859%
13 16.220 2227 2235 2246 rBV 2642173 4209125 57.67% 9.953%
14 17.477 2443 2449 2459 rVB2 928378 1432197 19.62% 3.387%
15 17.841 2505 2511 2516 rBV 196486 262701 3.60% 0.621%

16 18.364 2595 2600 2606 rBV2 147855 221890 3.04% 0.525%
17 20.086 2886 2893 2899 rBV 5459718 7299239 100.00% 17.261%
18 21.402 3113 3117 3124 rBV2 183491 308344 4.22% 0.729%
19 21.754 3167 3177 3185 rVB 947112 1598535 21.90% 3.780%
20 21.972 3210 3214 3220 rVB 93449 135305 1.85% 0.320%

21 22.600 3315 3321 3330 rVB2 155929 298687 4_.09% 0.706%
22 23.311 3436 3442 3449 rVB 194475 366341 5.02% 0.866%
23 24.146 3576 3584 3592 rBV2 222411 477407 6.54% 1.129%
24 25.027 3723 3734 3744 rBV2 536377 1587743 21.75% 3.755%
25 25.127 3744 3751 3759 rVB 187893 479683 6.57% 1.134%

26 26.302 3941 3951 3959 rVB4 129157 384487 5.27% 0.909%
27 27.706 4182 4190 4200 rVB4 61359 196585 2.69% 0.465%
28 29.398 4469 4478 4487 rBvV4 52255 173929 2.38% 0.411%

Sum of corrected areas: 42288250
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG042856.D

5000000

4000000

3000000

2000000 3.29

7.65 8.45

1000000 77
i 8.12 10.93

0
Time-->
Abundance

350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
TIC: BG042856.D

20.09
5000000

4000000

13.36

3000000 16.22

2000000

17.48 21.75
1000000 14.73

14.18 17.84 18.36 21.40 |27 g7

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
TIC: BG042856.D

22.60
Al

Time-->
Abundance

5000000
4000000
3000000
2000000

1000000
25.03

ﬁxm

O T T T A T T T T e e e e 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

27.71 29.40

23.31 24.15
A A

26.30
A

Time-->

8270-BG091219.M Tue Sep 17 11:48:51 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 1-Pentene, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

3.22 42.08 ng 1337120 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 56
3 1-Hexene 84 C6H12 000592-41-6 53
4 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 50
5 2,2-Dimethylglutaric anhydride 142 C7H1003 002938-48-9 47

Abundance Scan 22 (3.217 min): BG042856.D (-16) (-) m/z 56.10 100.00%
56
41 84 f
5000
3.20 3.30 3.40 3.50 3.60
0 193 212226 m/z 84.05 55.19%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1455: Cyclohexane
% a
5000 a1
69 3.20 3.30 3.40 3.50 3.60
- m/z 41.10 54 _.63%
0 = N RSN A LA S SRS SRS SRRy sARR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1487: 1-Pentene, 2-methyl-
3
41
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.05 36.21%
27 69 g4
15 ‘ |
0'|“'H”L“““W RS SRR SRS SR RS SRS SRR S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1453: 1-Hexene
4 s 3.20 3.30 3.40 3.50 3.60
97 m/z 69.05 22 .59%
5000
84
69
0'F”}i'”'P'”I”'W'”'P'”I”'W'”'P'” [rrrrprrrrTr T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.29 101.70 ng 3231190 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 34 (3.288 min): BG042856.D (-30) (-) m/z 73.10 100.00%
(<}
5000 43 ]\\_
I
320 340  3.60
0 ,‘n....,....,..17.8.?0.7...,....,....,....‘,‘0.8. m/z 43.10 42.71%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 L AL L N L
43 320 340  3.60
m/z 55.10 33.13%
0 '”lmJ'J"I""I""I""I'"'I""I""I"
mz-> 0 50 100 150 200 250 300 350 400
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
320 340 360
5000 a1 m/z 87.10 26.63%
0 "‘LLL 'h' ?T' }%g'l" UL SRR SR UL UL A
mz-> 0 50 100 150 200 250 300 350 400
Abundance #1877: Acetamide, N-ethyl- — e
30 320 340  3.60
m/z 41.10 12.11%
5000 87 M
0 JW 'F?"'|""|""|""|""|""|""|" AU
mz-> 0 50 100 150 200 250 300 350 400 320 340 360
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 unknown7.65 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

7.65 90.60 ng 2878650 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 776 (7.647 min): BG042856.D (-766) (-) m/z 132.00 100.00%
132
5000 e8
. o0 740 7.60 7.80 8.00
0 e e m/z 68.10 51.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R UL L LR L
7.40 7.60 7.80 8.00
33 44 105 m/z 66.10 34.93%
60 70 0 115
0 DN U S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
740 7.60 7.80 8.00
5000 m/z 134.00 33.75%
15 2839 52 0 77 0 10445 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole LA L L LB B
132 7.40 7.60 7.80 8.00
m/z 69.10 22.06%
5000
104
14 27 39 51 ﬁe T 89 ‘\ 115 ‘
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 7.210 7.|60 7.|80 8.|00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 unknownl7.84 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.84 3.67 ng 262701 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1-methvl-1-phenvlethvl)- 212 C15H160 000599-64-4 64
2 Benzold.Elisocoumarin. 3.3-dimet... 212 C14H1202 005723-17-1 64
3 2.4-Diphenvl-2-(2-hvdroxvphenvl)... 302 C22H220 1000280-74-0 64
4 Dimethvl diphenvlsilane 212 C14H16Si 000778-24-5 64
5 2,3-Dimethyl-4-biphenylamine 197 C14H15N 022750-87-4 58
Abundance Scan 2511 (17.841 min): BG042856.D (-2505) (-) m/z 197.10 100.00%
197
5000
103 212 R SUNRUE SRS SR SUR
51 77 | 119 135,,,165179 | 314 17.60 17.80 18.00 18.20
Ol bbbt g o e b 814 a7 212.10 18.05%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71369: Phenol, 4-(1-methyl-1-phenylethyl)-
197
5000 LR SULRLE SN SN SURR
oL 212 17.60 17.80 18.00 18.20
77 119 m/z 103.10 16.02%
4 50 | ‘ | 135 165179
ok I|.| I"II ||||||I| ...|.”..'.|...I.l'..!'.l."..."l"... B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71235: Benzo[d,E]isocoumarin, 3,3-dimethyl-
197
17.60 17.80 18.00 18.20
5000 m/z 198.10 14.01%
212
43 63 91 115 141 1?9 |
m/z--> 40 60 80 100 120 140 160 180 200 250 240 260 280 300
Abundance #146670: 2,4-Diphenyl-2-(2-hydroxyphenyl)butane Do T T
197 17.60 17.80 18.00 18.20
m/z 91.00 11.98%
5000
91
ol 5L I 119 147 165181 221 3?2
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 6 n-Hexadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.36 3.10 ng 221890 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 14
5 Nonanoic acid 158 C9H1802 000112-05-0 14

Abundance Scan 2599 (18.358 min): BG042856.D (-2595) (-) m/z 73.00 100.00%
43 60 7B
5000 129
213
143157171185199 18.00 18.20 18.40 18.60
0! m/z 43.10 89.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 0 7B
5000 129 AR AR B SR
mmmmmmmm
m/z 60.10 87.84Y%
le 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 78
43
18.|00 18.20 18.I40 18.|60 '
5000 29 m/z 55.05 80.09%
‘ 129 - 14
o 72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid AN EEEEREEEE S
43 60 73 18.00 18.20 18.40 18.60
m/z 57.10 74 .64%
29
5000
, 129 242
0 L I LJL " 143157171185199213226
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 18 00 18. 20 18. 40 18 60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Cyclotetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.40 3.86 ng 308344 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 3117 (21.402 min): BG042856.D (-3113) (-) m/z 57.10 100.00%
57
83
5000
i NI UL B SN
139 181 21.00 21.20 21.40 21.60 21.80
- i\ | .L.L*. gy 211236 207 297 327355 389 429 486 | /7 55.10  87.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174179: Cyclotetracosane
43
83
5000 A DA DAL SRR
11 21.00 21.20 21.40 21.60 21.80
m/z 43.10 69.74%
0 ,| J 1139 167 196 224250 279 308 336
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #186968: n-Tetracosanol-1
57 83
21.00 21.20 21.40 21.60 21.80
5000 111 m/z 83.10 67.14%
29 139
ol JJ | 167 195222 250 280 308 336
m/z--> 50 100 1éo 200 250 300 350 400 450 '
Abundance #191698: Bromoacetic acid, hexadecy! ester RS R R DS e s
43 21.00 21.20 21.40 21.60 21.80
69 m/z 97.05 58.00%
97
5000
23
LA L 222
mz-> 50 100 150 200 250 300 350 400 450 | | 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22 .60 3.74 ng 298687 Chrysene-di12 21.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Tricosane 324 C23H48 000638-67-5 87
4 Sulfurous acid. butyl tridecvl e... 320 C17H3603S 1000309-18-0 86
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 3321 (22.600 min): BG042856.D (-3315) (-) m/z 57.05 100.00%

127 155 197 225 281 22 20 22. 40 22 60 22. 80 23. 00
249 324 372 415 451 m/z 43.10 61.50%

L A e o L - S L s

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83025: Hexadecane
57

5000 R RS E e e
22 20 22. 40 22 60 22. 80 23. 00

29 85 m/z 71.10 52.75%

o || J 113 141 169 197 226
— A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane

7

22 20 22. 40 22 60 22. 80 23. OO
m/z 85.10 39.32%

5000 a5
29
ol J y 118 141 169 197 205 253 281 309 337 365 394
e e e R R
miz--> 50 100 150 200 250 300 350 400 450

57
5000 ]5

Abundance #164578: Tricosane B B i i e e e
22.20 22.40 22.60 22.80 23.00
m/z 55.10 25.95%
5000
324
141 169 197 239 267 995
[0} L e
m/z--> 50 100 150 200 250 300 350 400 450 22 20 22. 40 22 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.31 4.58 ng 366341 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 86
Abundance Scan 3442 (23.311 min): BG042856.D (-3436) (-) m/z 57.10 100.00%
57
5000 J
85
R
113 141 23.00 23.20 23.40 23.60
o — ,I. . .J.“, L 09 210239265295 340 415 | "m/z 43.10 58.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000 INUERUABRUARUERE!
85 Bmmmmmmm
J s m/z 71.05 57.29%
0 201411y 11$1‘169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #202662: Heptacosane
57
23.00 23.20 23.40 23.60
5000 m/z 85.10 34.83%
85
o ?9 || M3 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #185532: Pentacosane
57 23.00 23.20 23.40 23.60
m/z 55.10 21.97%
85
5000 350
2? | A113 141 169 197 225 253 281 309
ol .... .u. - T e e R e I
m/z--> 5'0 1(')0 150 200 250 3(')0 3&1,0 4(')0 ! 23. oo 23 20 23 40 23. 60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 1-lodo-2-methylundecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .15 6.01 ng 477407 Perylene-d12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hentriacontane 437 C31H64 000630-04-6 89
4 Eicosane 282 C20H42 000112-95-8 87
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87

Abundance Scan 3585 (24.152 min): BG042856.D (-3576) (-) m/z 57.10 100.00%

5000

23.80 24.00 24.20 24.40
m/z 43.10 54.68%

o 155186221 281 322356 408 455

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #140553: 1-lodo-2-methylundecane
517

5000 T T T
23.80 24.00 24.20 24.40

m/z 71.10 54 .08%

99
o JJ . 169 211 296

L S ¥ 0 I - S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241528: Tetratetracontane
517

23. 80 24. 00 24 20 24.40

5000 m/z 85.10 41.07%
97
ol 26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617
b A e e e e T P e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane P T T S T
57 23.80 24.00 24.20 24.40

m/z 55.05 20.86%

5000

99
26| | | ||| 141 183 225 267 309 351 393 436

. N — i it ittt

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Tetracosane, 1l1-decyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.13 6.04 ng 479683 Perylene-di12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
5 1-lodo-2-methylnonane 268 C10H21l1 1000101-47-9 72
Abundance Scan 3752 (25.133 min): BG042856.D (-3744) (-) m/z 57.10 100.00%
57
5000 85 j/\k
113141 24.80 25.00 25.20 25.40
Ol b A L 209197 230 282 328356 399 A4S "m/z 43.10  66.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83025: Hexadecane
57
5000 AR R IR B
g5 24.80 25.00 25.20 25.40
29 m/z 71.05 58.20%
o.....,.!.J.J,li?.lf”,l.‘?g.l.g,7.2.2?. N —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232379: Tetracosane, 11-decyl-
57
24.80 25.00 25.20 25.40
5000 85 m/z 85.05 44 _94%
| | 13241160 337
Ot d 4 L7 9P197 225253 295 97364393420
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57 24.80 25.00 25.20 25.40
m/z 55.10 26 .24%
5000
85
o 29 | | 18141169 197 225 253281 323 351 380
m/z--> 55 100 150 200 250 300 350 400 450 ' 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

26.30 4.84 ng 384487 Perylene-d12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 95
2 Nonadecane 268 C19H40 000629-92-5 89
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 3951 (26.302 min): BG042856.D (-3941) (-) m/z 57.10 100.00%

= J\—\—\

26. OO 26. 20 26 40 26. 60
m/z 43.05 54.11%

141169 207 239268297325 355

0!

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LN L L L L L LB B |
26.00 26.20 26.40 26.60
m/z 71.10 53.96%
113
0 [ 141 183211239267296
I o T L LI i e o o e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117637: Nonadecane
57
85 26.00 26.20 26.40 26.60
5000 m/z 85.10 34.92%
29
oL, 3141160197 268
T o B B e e B R R E e S e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57 26.00 26.20 26.40 26.60
m/z 55.05 23.48%
5000
85
29
ol 113141169197225253281 323351380
e e T e T T T e [ e T R R RE s
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 13 Sulfurous acid, butyl undec... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
27.71 2.48 ng 196585 Perylene-di12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 72
3 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 72
4 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 72
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 70
Abundance Scan 4191 (27.712 min): BG042856.D (-4182) (-) m/z 57.10 100.00%
57
127 155177 |y 267 27140 27160 27,80 2600
177 239 432 . . . .
ob bbb 1200, L 2977 318383 385 432 0 56. 200
mz-> 0 50 100 150 200 250 300 350 400
Abundance #141425:; Heneicosane
57
5000 85 LIS AR BRI UM AR
27.40 27.60 27.80 28.00
29 m/z 71.10 50.90%
o Ll PP a0 25 200 206
mz-> 0 50 100 150 200 250 300 350 400
Abundance #137567: Sulfurous acid, butyl undecy! ester
57
27.40 27.60 27.80 28.00
5000 m/z 85.10 45 _.60%
85
LBl
mz-> 0 50 160 150 200 250 300 350 400
Abundance #161090: Sulfurous acid, buty! tridecy! ester B e e e
57 27.40 27.60 27.80 28.00
m/z 41.10 22 .40%
5000
85
ob DLl R 18 s
mz-> 0 50 100 1%0 260 250 300 350 400 2740 27.60 27.80 28.00

8270-BG091219.M Tue Sep 17 11:48:57 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042856.D

Aca On : 16 Sep 2019 19:50

Operator : HP/JU

Sample : K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 14 unknown29.40 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
29.40 2.19 ng 173929 Perylene-di12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol 412 C29H480 000083-48-7 49
2 Cholesta-22.24-dien-5-0l. 4.4-di... 412 C29H480 1000128-66-1 10
3 Propanamide. N-(4-bromophenvl)-2... 255 C11H14BrNO 024109-06-6 9
4 (Tetra-t-butoxvcvclopentadienone... 508 C24H36Fe08 117696-74-9 9
5 1,6-Bis[methyl (tetramethylene)si... 314 C16H3402Si2 1000217-00-0 9
Abundance Scan 4478 (29.398 min): BG042856.D (-4469) (-) m/z 57.10 100.00%
57
5000
285309 351 579 412 29.00 20,20 29.40 29.60 29.80
o} m/z 55.10 74 .33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216705: Stigmasterol
5000 RIS BRI SN
29.00 29.20 29.40 29.60 29.80
m/z 43.10 70.90%
0"
m/z--> 50 100 150 200 250 300 350 400
Abundance #216714: Cholesta-22,24-dien-5-0l, 4,4-dimethyl-
55
29.00 29.20 29.40 29.60 29.80
5000 m/z 71.10 53.32%
0
m/z--> 50 100 150 200 250 300 350 400
Abundance #106148: Propanamide, N-(4-bromophenyl)-2, 2-dimethyl- s B Em
57 29.00 29.20 29.40 29.60 29.80
m/z 69.05 40.44%
5000 255
171
85
oL 2L, ]y 119145 | 190
m/z--> 50 100 150 200 250 300 350 400 29.00 29.20 29.40 29.60 29.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091619\
Data File : BG042856.D

Acq On : 16 Sep 2019 19:50

Operator : HP/JU

Sample - K4866-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG091219_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]
1-Pentene, 2-methyl- 3.22 42.1 ng 1337120 1 8.12 635455 20.0
Butane, 2-methoxy... 3.29 101.7 ng 3231190 1 8.12 635455 20.0
unknown7 .65 7.65 90.6 ng 2878650 1 8.12 635455 20.0
unknownl7 .84 17.84 3.7 ng 262701 4 17.48 1432200 20.0
n-Hexadecanoic acid 18.36 3.1 ng 221890 4 17.48 1432200 20.0
Cyclotetracosane 21.40 3.9 ng 308344 5 21.75 1598540 20.0
Hexadecane 22.60 3.7 ng 298687 5 21.75 1598540 20.0
Hentriacontane 23.31 4.6 ng 366341 5 21.75 1598540 20.0
1-1odo-2-methylun... 24.15 6.0 ng 477407 6 25.03 1587740 20.0
Tetracosane, 11-d... 25.13 6.0 ng 479683 6 25.03 1587740 20.0
Heptadecane, 2,6,... 26.30 4.8 ng 384487 6 25.03 1587740 20.0
Sulfurous acid, b... 27.71 2.5 ng 196585 6 25.03 1587740 20.0
unknown29 .40 29.40 2.2 ng 173929 6 25.03 1587740 20.0
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