LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18 Instrument :

Operator : JU (B.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : L1074-01 CIY1-GW-02-13.5

ALS Vial : 10 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-BG123019.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 3.128 3 7 30 rVvB 1447980 2380611 31.71% 5.506%
2 5.050 329 334 348 rVB 159241 255690 3.41% 0.591%
3 5.526 405 415 428 rBV 765720 1262057 16.81% 2.919%
4 7.112 677 685 699 rBV 485789 913183 12.16% 2.112%
5 7.482 737 748 756 rBVY 1485453 2621950 34.93% 6.064%
6 7.946 818 827 834 rBV 379289 644649 8.59% 1.491%
7 8.269 874 882 890 rBVY 1382901 2388252 31.81% 5.524%
8 9.098 1009 1023 1036 rBv 1068462 1969703 26.24% 4 .556%
9 10.743 1296 1303 1317 rBV 481676 895153 11.92% 2.070%
10 13.199 1714 1721 1733 rBVY 2752932 4487565 59.78% 10.379%
11 13.857 1827 1833 1845 rBvV 42548 88414 1.18% 0.204%

12 14.027 1855 1862 1873 rBV 275092 412814 5.50% 0.955%
13 14.580 1947 1956 1968 rBV 813552 1306500 17.40% 3.022%
14 16.066 2201 2209 2220 rBV 2519593 3957986 52.72% 9.155%
15 17.318 2415 2422 2435 rBV 1108912 1679047 22.37% 3.884%

16 18.222 2572 2576 2583 rBV3 42301 77005 1.03% 0.178%
17 19.938 2861 2868 2882 rBV 4947154 7507077 100.00% 17.363%
18 21.237 3084 3089 3100 rBV 771462 1192487 15.88% 2.758%
19 21.572 3139 3146 3160 rBV2 1053802 1850927 24.66% 4.281%
20 21.783 3177 3182 3188 rBV 199969 285610 3.80% 0.661%

21 22.382 3278 3284 3293 rBV 322607 554119 7.38% 1.282%
22 23.058 3393 3399 3408 rVB 414238 769159 10.25% 1.779%
23 23.240 3423 3430 3438 rBV2 299953 594461 7.92% 1.375%
24 23.845 3525 3533 3543 rBvV 431995 941037 12.54% 2.177%
25 24.691 3666 3677 3685 rBV2 505405 1791444 23.86% 4.144%

26 24.774 3686 3691 3703 rVB 395025 1031185 13.74% 2.385%
27 25.884 3871 3880 3891 rBV2 263525 770203 10.26% 1.781%

28 27.212 4095 4106 4116 rBV2 136203 454961 6.06% 1.052%
29 28.804 4371 4377 4388 rVB3 46701 151681 2.02% 0.351%

Sum of corrected areas: 43234930
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG044023.D

4000000

3000000

2000000
13 7.48 8.27

9.10
1000000 5.53

7.11 7.95 10.74
5.05

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 10.50 11.00 1150 1200 1250
Abundance TIC: BG044023.D

19.94

4000000

30000001 13 »q

16.07

2000000

17.32 21.57
1000000 14.58 21.24

14.03 21.78 22.38

13.8§ 18.22

O e L o o o i o LI e B B L B e e e e e

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: BG044023.D

4000000

3000000

2000000

1000000

2
2396,, 23.85 7 25 88 -
A |\ A R 28.80

e R RS T e e e R RRR R R e e e e e e N ARRARABABERE

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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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
BG044023.D
13 Jan 2020 22:18

L1074-01 CIY1-GW-02-13.5
10 Sample Multiplier: 1

Quant Method
Quant Title

- JU

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG123019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.13 73.86 ng 2380610 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22

Abundance Scan 7 (3.128 min): BG044023.D (-3) (-) m/z 73.10 100.00%
78 r\
5000 43
9 305 3.20 3.30 3.40 3.50
Orrrrrer e e e e e e e e e m/z 43.10 37.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4492: Butane, 2-methoxy-2-methyl-
78
5000 BRSNS A SRR
55 320 3.30 340 350
3 m/z 87.10 26.82%
0 9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
78
41 3.20 3.30 3.40 3.50
5000 7 m/z 55.10 25.31%
0 15 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #2051: 1,3-Dioxolane, 2-methyl-
78 3.20 3.30 3.40 3.50
m/z 41.10 12.29%
5000 43
i |
Ot P T e e e e e e RN AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.20 3.30 3.40 3.50

8270-BG123019.M Tue Jan 14 15:20:08 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.05 7.93 ng 255690 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Butanol. l-methoxv- 104 C5H1202 053778-73-7 37
3 2.3-Dimethvloxirane-2-carboxvlic... 130 C6H1003 1000306-64-4 23
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 16

Abundance Scan 334 (5.050 min): BG044023.D (-329) (-) m/z 43.05 100.00%
43
59
5000
101 SGUIUUS U —
73 83 480 5.00 5.20 5.40
1 /)R Y | O NI R m/z 59.10 57.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 U R L IR I
480 5.00 5.20 5.40
59 m/z 101.10 22.68%
0 21 37, 53,| 67 778 o1 O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: 2-Butanol, 1-methoxy-
59
480 5.00 520 5.40
5000 31 45 m/z 58.05 16 .55%
75
s s e | 104
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13304: 2,3-Dimethyloxirane-2-carboxylic acid, methyl ester
48 59 480 5.00 5.20 5.40
m/z 41.05 9.55%
5000
0 29‘ I m 53‘ ! 7\1 8\3 99
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 3 unknown7.48 Concentration Rank 1

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

7.48 81.35 ng 2621950 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 748 (7.482 min): BG044023.D (-737) (-) m/z 132.00 100.00%
132
5000 68
40 % J 720 740 7.60 7.80
54 . . : .
o e e 27 h77 68.10 41.17%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 URIL LA L I R

7.20 7.40 7.60 7.80
m/z 134.00  34.34%

31 51
9
o T T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
T
7.20 7.40 7.60 7.80
5000 m/z 66.10 26.28%
33 44 70 105
i i
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e R b
132 7.20 7.40 7.60 7.80
m/z 69.10 16.67%
5000 67
97
‘ ‘ 117
0...ﬂﬂ..upﬂ‘““.uﬂ,%qzj,.Jﬂ,....“...,..”,.... /A Y 5 N —
m/z--> 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\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 5 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.24 12.89 ng 1192490 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 3090 (21.242 min): BG044023.D (-3084) (-) m/z 57.10 100.00%

57 g3

5000 11
3 139 168 196 21.00 21.20 21.40 21.60
o I .L. jopror 00 224 252 280 308327 856 | hzz 43.10  91.75%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
A
5000 LN L L B L BB
21.00 21.20 21.40 21.60
29 111 m/z 83.10 83.71%
o i Il 1139 167 196 223 252 280
- T I T T T T I T T T T I T T T T T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
a3 R A REAEE e
21.00 21.20 21.40 21.60
5000 m/z 55.05 79.20%
111
29
bl ‘ ) ‘\ 1130 199 101210 P ge5083
e e L T
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 RS R L s R
57 83 21.00 21.20 21.40 21.60
m/z 69.10 75.32%
5000 1
29 139
N | | 4} 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 21.00 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 6 Heptadecane, 9-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.78 3.09 ng 285610 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 87
5 Tetratetracontane 619 C44H90 007098-22-8 81
Abundance Scan 3181 (21.777 min): BG044023.D (-3177) (-) m/z 57.10 100.00%
57
85
5000
T PR
113 21.40 21.60 21.80 22.00
141 169457 207
o2, A ], Lo, 018757 238 281 84 m/z 71.05 71.35%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 2140 2160 2180 22.00 |
21.40 21.60 21.80 22.00
m/z 43.10 64 .85%
N L1314 169 197 %0 567 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
o 21.40 21.60 21.80 22.00
5000 m/z 85.05 52.29%
29
ol J LS 169 197 225 253 338
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane RS EEEEARE S o
57 21.40 21.60 21.80 22.00
m/z 55.10 25.65%
85
- \WWWWhM¢ANWAJ\MNWNMJMAAMMM
29 113
oL Ll T e 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 2140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.38 5.99 ng 554119 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3284 (22.382 min): BG044023.D (-3278) (-) m/z 57.10 100.00%

57
85
5000

| 141 169 22.00 22.20 22.40 22.60
o....,....ll.'l.l.,...?9,7.2.2?. 266295 324 357 430 sz 71.10  73.75%

T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

5000

22. 00 22 20 22. 40 22 60
m/z 43.10 66 .42%

o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57

22. 00 22 20 22. 40 22.60

5000 . m/z 85.10 55.61%
29
oL L (112 141 169 197 225 253 281 309 337 365 394
A e R R R S
m/z--> 50 100 150 200 250 300 350 400
Abundance #209568: Docosane, 7-hexyl- REESEEEEEE SRS S a

57 22.00 22.20 22.40 22.60
m/z 55.10 25.43%

113 182
J |77 141 7 211 239 267 309 337 363 392

o R AR REEEEE RS

m/z--> 50 100 150 200 250 300 350 400 22. 00 22 20 22. 40 22.60
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Library Search Compound Report

8270-BG123019.M Tue Jan 14 15:20:11 2020

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG123019.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 8 Hexacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.06 8.31 ng 769159 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 3399 (23.058 min): BG044023.D (-3393) (-) m/z 57.10 100.00%
57
85
5000
141 22. 80 23 00 23 20 23. 40
0....|-, 'I L=, 109 197 225 267 295 337356 m/z 71.10 71.77%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 A AR A
22. 80 23 00 23 20 23. 40
m/z 43.10 64 .82%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> §o 100 1%0 260 250 360 350
Abundance #141426: Heneicosane
57
o | 22.80 23.00 23.20 23140
5000 m/z 85.10 55.51%
29 113
ol | L) J | 141,169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #185535: Heptadecane, 9-octyl- R REE T R
57 22.80 23.00 23.20 23.40
m/z 55.10 21.50%
5000 85
oL 3 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> % @ @ ﬁ @ ﬁ ﬁ 2mwwwnwmo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 9 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.24 6.64 ng 594461 Perylene-d12 24.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 98
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
Abundance Scan 3430 (23.240 min): BG044023.D (-3423) (-) m/z 69.10 100.00%
69
5000
41 o5
149 23.00 23.20 23.40 23.60
) S .'l .'. A5, 205231 273299 341367 410 sy 81 10 | 49.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4
23.00 23.20 23.40 23.60
9 m/z 41.10 22 .00%
5 137
ol by L 4171 161 191217 273209 341367 410
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 95.05 12._.73%
41
’ 95 137
oLyl L 417|163 191 217 245 273 299 3. 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L e LR R
69 23.00 23.20 23.40 23.60
m/z 68.10 11.83%
5000 41
93
ok i ua'Tan o2 o o wssn a
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60

8270-BG123019.M Tue Jan 14 15:20:11 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 10 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.85 10.51 ng 941037 Perylene-di12 24 .69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3534 (23.851 min): BG044023.D (-3525) (-) m/z 57.10 100.00%
57
85 \
5000
113 ' 23.60 23.80 24.00 24.20
141 169 : : : :
oL 3 AL LT 169 107 225 253 295 323 g7 m/z 71.10 74.04%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 RSN SR BRI B B
Bmmmmmmm
m/z 43.10 58.17%
. 29 } b, 141,169 197 295 253 295 3p3 367
m/z--> 55 160 1éo 200 2éo 360 3%0
Abundance #175559: Tetracosane
57
o ' 23.60 23.80 24.00 24.20
5000 m/z 85.10 54 _.32%
29
ol M [ 13,4 169 197 225 253 338
m/z--> 55 160 1éo 260 2%0 360 3%0
Abundance #185535: Heptadecane, 9-octyl- T T T T T T T T
57 Bmmmmmmm
m/z 55.10 24 .15%
5000 85
oLl h | j‘L\li3k‘lﬂl 169 197 239 267 204 323 352 Mm_wﬁ»w.Mm_~J e
m/z--> 50 160 150 260 2éo 300 3%0 2360 2380 2400 2420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 11 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.77 11.51 ng 1031190 Perylene-d12 24 .69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 3690 (24.768 min): BG044023.D (-3686) (-) m/z 57.10 100.00%

g7
85
5000

PhMlmlw”“m 24.40 24.60 24.80 25.00

o...3.,.| 522 250 295 856 m/z 71.10 70.39%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

85

5000 REaREE e A
24 40 24. 60 24 80 25.00

m/z 43.10 66.21%

29| 113

ol b L a0 a0 om 05 296
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane

24 40 24. 60 24 80 25.00

5000 85 m/z 85.10 54 .08%
29 3
0 I‘ ) J [ Al 1:} 141 169 197 225 25.4
A S
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane T A A R
57 24 40 24. 60 24 80 25 00

m/z 55.10 25.37%

5000 85
2 1s 141
| ﬂ 169 197 225 253 281 309 337 365 394

ot et e P o o S acameat st dainas

m/z--> 50 100 150 200 250 300 350 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011320\

Data File : BG044023.D

Aca On : 13 Jan 2020 22:18

Operator : JU

ﬁ?ggle i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 13 Docosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27.21 5.08 ng 454961 Perylene-d12 24 .69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 4106 (27.212 min): BG044023.D (-4095) (-) m/z 57.10 100.00%

57
5000

141 169 211 253 26.80 27.00 27.20 27.40 27.60
0...J, “U.,u... 228 284 387 429 Tnyz 71.10  77.42%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5|7
85

26.80 27.00 27.20 27.40 27.60
m/z 85.05 60.17%

29
ol ] J 141 (169 197 225 253 296
ety B A o o o e e o o e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
26.80 27.00 27.20 27.40 27.60

5000 85 m/z 43.10 56.92%
29
0 L‘ .‘ ] L ll 1:}3 i 14\.1 1 1619 197 24\.0
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane B
57 26 80 27. 00 27. 20 27. 40 27. 60

m/z 55.10 23.64%

20| | 113 141 169 197 225 253 281 310

] )y

ol e e e S

T
m/z--> 50 100 150 200 250 300 350 400 26 80 27. 00 217. 20 27. 40 27. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\

Data File : BG044023.D

Acg On : 13 Jan 2020 22:18

Operator : JU

3?22'6 i L1074-01 CIY1-GW-02-13.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.13 73.9 ng 2380610 1 7.95 644649 20.0
2-Pentanone, 4-hy... 5.05 7.9 ng 255690 1 7.95 644649 20.0
unknown7 .48 7.48 81.3 ng 2621950 1 7.95 644649 20.0
5-Eicosene, (E)- 21.24 12.9 ng 1192490 5 21.57 1850930 20.0
Heptadecane, 9-oc... 21.78 3.1 ng 285610 5 21.57 1850930 20.0
Heneicosane 22.38 6.0 ng 554119 5 21.57 1850930 20.0
Hexacosane 23.06 8.3 ng 769159 5 21.57 1850930 20.0
Squalene 23.24 6.6 ng 594461 6 24.69 1791440 20.0
Tetracosane 23.85 10.5 ng 941037 6 24.69 1791440 20.0
Octadecane 2477 11.5 ng 1031190 6 24.69 1791440 20.0
Docosane 27.21 5.1 ng 454961 6 24.69 1791440 20.0
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