LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043436.D

Aca On : 31 Oct 2019 16:27

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 3 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-BG102119.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 3.193 13 18 31 rvB 142404 236447 8.61% 1.447%
2 5.608 422 429 440 rBV 583992 1008193 36.70% 6.168%
3 7.206 693 701 715 rBV 619053 1183957 43.10% 7.244%
4 7.565 753 762 774 rBV 649187 1157661 42.14% 7.083%
5 8.023 833 840 850 rBV 140612 256335 9.33% 1.568%

8.346 887 895 911 rBV 471753 853522 31.07% 5.222%
9.186 1030 1038 1058 rBvV2 320295 689506 25.10% 4.219%
1309 1317 1330 rBV 142624 312729 11.38% 1.913%
13.276 1726 1734 1747 rBV 886367 1559222 56.76% 9.540%
14.098 1867 1874 1887 rBV 57416 127234 4.63% 0.778%

OO~
=
o
fos
R
o

11 14.651 1960 1968 1984 rBV 313730 538461 19.60% 3.294%
12 16.137 2214 2221 2244 rBV 951178 1701831 61.95% 10.412%
13 17.394 2429 2435 2450 rBvV2 382100 731880 26.64% 4._.478%
14 17.518 2452 2456 2465 rVB5 23031 42718 1.56% 0.261%
15 18.288 2581 2587 2598 rBV4 49694 109114 3.97% 0.668%

16 19.445 2778 2784 2795 rBV 60731 101135 3.68% 0.619%
17 19.809 2836 2846 2855 rBV 52959 110635 4._.03% 0.677%
18 20.003 2873 2879 2896 rBV 2035386 2746946 100.00% 16.807%
19 21.308 3095 3101 3111 rBvV4 79913 226790 8.26% 1.388%
20 21.660 3152 3161 3176 rBV2 501260 1037025 37.75% 6.345%

21 21.848 3189 3193 3198 rBV3 35590 51590 1.88% 0.316%
22 22.453 3290 3296 3301 rBV2 38819 65967 2.40% 0.404%
23 22.665 3327 3332 3337 rVB5 16133 27649 1.01% 0.169%
24 23.135 3406 3412 3418 rBV2 48482 81560 2.97% 0.499%

25 23.329 3439 3445 3452 rVB2 56825 110981 4._.04% 0.679%
26 23.852 3527 3534 3536 rBv4 21489 43867 1.60% 0.268%
27 23.928 3541 3547 3556 rVB4 47275 121522 4.42% 0.744%

28 24.862 3694 3706 3723 rBV2 338231 1052245 38.31% 6.438%
29 25.979 3891 3896 3903 rBV6 23461 57803 2.10% 0.354%

Sum of corrected areas: 16344525
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043436.D

Aca On : 31 Oct 2019 16:27

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

C:\Database\NIST11.L

LSCINT.P

Abundance
2000000

1500000

1000000

500000

8.19

TIC: BG043436.D

561 7.21 7.56

8.35

8.02 10.83

0
Time-->

350 4.00 450 5.00 550 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
2000000

1500000

1000000

500000

13.28

TIC: BG043436.D

20.00

16.14

21.66

14.65 17,39

| 21.31

14.10 1.85

19.4519.8] t

18.29
7.52 e

22.45 6t
A

05
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
2000000

1500000

1000000

500000

TIC: BG043436.D

24.86

232333 o383

25.98

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\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043436.D

Aca On : 31 Oct 2019 16:27

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.19 18.45 ng 236447 1,4-Dichlorobenzene-d4 8.02
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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 17 (3.188 min): BG043436.D (-13) (-) m/z 73.05 100.00%
7B
5000 43
87
3.20 3.30 3.40 3.50 3.60
9
0 ,....J,|'.'..-L.5-,.. b e PSS 218 Tm/z 43.10  41.02%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUA NS SRR SRS AR U
43 3.20 3.30 3.40 3.50 3.60
‘ 87 m/z 87.10 29.56%
0|"‘|"'||""'|" UUNKIS SIS SRR SRR BRRES BARAE BARSY BRREY SRARE SRR B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HUA NS AR UGS AR U

3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.10 28.23%

il

F

0 “‘ " 112 129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2051: 1,3-Dioxolane, 2-methy!-

3 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.92%
5000 43
58
29 ‘ 87

A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043436.D

Aca On : 31 Oct 2019 16:27

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.56 Concentration Rank 1

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

7.56 90.32 ng 1157660 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 761 (7.559 min): BG043436.D (-753) (-) m/z 132.00 100.00%
132
5000 68 /\_
40 %6 J 720 7.40 7.60 7.80
54 . . . .
o e lws 207 h/7 68.10  40.02%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80
31 51 m/z 134.00 31.14%
0 2
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
720 7.40 7.60 7.80
5000 97 m/z 66.10 28.02%
70
31
0 4\4 ly 6‘(\) ! 8\6 " 116
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132 7.20 7.40 7.60 7.80
m/z 69.10 17.98%
5000
67
80 91
a2 | ) e
0....|“..“H.“|‘l‘...‘|..‘l.l‘ﬁ“...”luu“. R L B e
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043436.D

Aca On : 31 Oct 2019 16:27

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 4 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.29 2.98 ng 109114 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
2 Tridecanoic acid 214 C13H2602 000638-53-9 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2587 (18.288 min): BG043436.D (-2581) (-) m/z 73.10 100.00%
7B
41 95
5000
97 120 185 213
ST g 10720 g | 207 256 18.00 18.20 18.40 18.60
0 m/z 55.10 75.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
18.00 18.20 18.40 18.60
m/z 41.10 71.43%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
18.00 18.20 18.40 18.60
5000 29 m/z 43.05 70.28%
129
“ T? o1 115 ‘ 71 214
ool b L0 | 243257 | 009 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73 18.00 18.20 18.40 18.60
43 m/z 60.00 62.72%
5000 129
29
ol 15
m/z--> 20 40 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\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043436.D

Aca On : 31 Oct 2019 16:27

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Trichloroacetic acid, penta... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.31 4.37 ng 226790 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90

2 Heptafluorobutvric acid. hexadec...

3 Trichloroacetic acid. hexadecvl .

438 C20H33F702
386 C18H33CI1302

006385-15-5 90
074339-54-1 90

4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
Abundance Scan 3101 (21.308 min): BG043436.D (-3095) (-) m/z 57.10 100.00%
57
83
5000
139 21.00 21.20 21.40 21.60
163183 209 239 282 355 : : - :
ol m/z 43.10 85.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43
83
5000 LA L L L L LN B |
111 21.00 21.20 21.40 21.60
m/z 55.10 84 .80%
0 139 182 210
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57
e e e
97 21.00 21.20 21.40 21.60
5000 m/z 83.05 73.99%
125
29 169
0 ll 1N " ‘ l‘ | \\ 147 l 196 2?4 269 420
B B e A AL
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43 21.00 21.20 21.40 21.60
69 m/z 97.10 65.31%
97
5000
‘ Fzs
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043436.D

Aca On : 31 Oct 2019 16:27

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.33 2.11 ng 110981 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 80
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 1-(Phenvlthio)-3.7.11-trimethvl-_... 314 C21H30S 028413-57-2 72
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 68
Abundance Scan 3445 (23.329 min): BG043436.D (-3439) (-) m/z 69.05 100.00%
69
5000
41
¥ aw 23.00 23.20 23.40 23.60
189 : : : :
ol bl g i ge1 189210 253 20 om0 S T G 16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000
a1 23.00 23.20 23.40 23.60
95 a7 m/z 41.10 32.65%
oldu il oyl gon 191 231 273209 sar3er
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
23.00 23.20 23.40 23.60
5000 m/z 95.10 16.95%
41
95 137
0 o b L1217 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69 23.00 23.20 23.40 23.60
m/z 68.20 13.22%
5000
41
95 137
oL, kal%lﬁlJllfeéll?? —
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043436.D

Aca On : 31 Oct 2019 16:27

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.93 2.31 ng 121522 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Docosane 310 C22H46 000629-97-0 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3547 (23.928 min): BG043436.D (-3541) (-) m/z 57.10 100.00%
57
5000
183 211 267 23.60 23.80 24.00 24.20
(o} m/z 43.05 61.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 AU A R
29 23. 60 23. 80 24 00 24.20
J m/z 71.10 58.36%
113
o b b po e e 28 ss 22
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57
23.60 23.80 24.00 24.20
5000 m/z 85.05 39.41%
85
29
o 1l “ 113 141 169 197 226
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #223851: Hentriacontane
57 23.60 23.80 24.00 24.20
m/z 55.10 30.25%
5000
85
29 113 41
o2 ] LTy 169 197 225 253 280 309 351 379 407 436
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1,0 4(')0 ! 23. 60 23. 80 24 00 24. 20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG103119\
Data File : BG043436.D

Acq On : 31 Oct 2019 16:27

Operator : JU

Sample - K5497-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.19 18.4 ng 236447 1 8.02 256335 20.0
unknown? .56 7.56 90.3 ng 1157660 1 8.02 256335 20.0
n-Hexadecanoic acid 18.29 3.0 ng 109114 4 17.39 731880 20.0
Trichloroacetic a... 21.31 4.4 ng 226790 5 21.66 1037030 20.0
Squalene 23.33 2.1 ng 110981 6 24.86 1052250 20.0
Eicosane 23.93 2.3 ng 121522 6 24.86 1052250 20.0
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