LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49 Instrument :
Operator : JU BNA_G
Sample  : L1108-01 CEElE)
Misc i INWOOD-BH-01-A
ALS Vial : 5 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 3.135 3 8 30 rvB 516652 1238763 27.54% 2.806%
2 5.057 328 335 345 rVB 330183 538343 11.97% 1.220%
3 5.527 407 415 428 rVB 1446799 2353573 52.32% 5.332%
4 7.113 677 685 697 rBY 1496060 2671105 59.37% 6.051%
5 7.483 740 748 757 rBVY 1515623 2629494 58.45% 5.957%
6 7.947 820 827 835 rBV 413226 710196 15.79% 1.609%
7 8.271 871 882 890 rBVY 1150999 2022797 44.96% 4 .583%
8 9.099 1014 1023 1033 rBV 882385 1596912 35.50% 3.618%
9 10.744 1294 1303 1315 rBV 547771 1003432 22.30% 2.273%
10 13.200 1714 1721 1729 rBV 2109418 3353113 74.53% 7.597%

11 14.029 1855 1862 1868 rBV 138417 213303 4.74% 0.483%
12 14.575 1948 1955 1962 rBV 860596 1356122 30.14% 3.072%
13 16.061 2201 2208 2221 rBV 1831522 2811920 62.50% 6.370%
14 17.319 2415 2422 2426 rBV 1028044 1578921 35.10% 3.577%
15 17.360 2426 2429 2436 rVV 194909 289109 6.43% 0.655%

16 17.448 2440 2444 2449 rVB 36668 58960 1.31% 0.134%
17 18.224 2568 2576 2586 rBvV2 120355 283202 6.30% 0.642%
18 18.394 2600 2605 2608 rBV3 30607 52669 1.17% 0.119%

19 19.369 2766 2771 2777 rBV 291750 421718 9.37% 0.955%
20 19.728 2824 2832 2839 rBV 234400 400072 8.89% 0.906%

21 19.933 2862 2867 2878 rVB 3214184 4498811 100.00% 10.192%
22 20.656 2971 2990 3004 rBV 858131 4219743 93.80% 9.560%
23 21.238 3084 3089 3096 rBV2 507548 794117 17 .65% 1.799%
24 21.302 3096 3100 3108 rVB2 133290 211452 4._70% 0.479%
25 21.473 3125 3129 3135 rBV 156515 224214 4.98% 0.508%

26 21.573 3138 3146 3151 rBV 985704 1831834 40.72% 4_.150%
27 21.784 3179 3182 3208 rVB2 352621 1289290 28.66% 2.921%
28 22.384 3278 3284 3293 rBV2 262303 494810 11.00% 1.121%
29 22.536 3297 3310 3329 rVB4 231778 1391913 30.94% 3.153%
30 23.059 3394 3399 3412 rVB 247311 477957 10.62% 1.083%

31 23.241 3425 3430 3444 rVB 255662 626976 13.94% 1.420%
32 23.852 3528 3534 3539 rBV 197767 438045 9.74% 0.992%
33 24.698 3668 3678 3686 rBV2 557429 1772709 39.40% 4.016%
34 25.897 3876 3882 3891 rVB2 107483 284402 6.32% 0.644%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 44139997
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044036.D

3000000
2500000

2000000
1500000 5.53 7.11 7.48
8.27

1000000 910

14 10.74
500000 5.06 7.95

R e e e e T S

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG044036.D

1993
3000000

2500000

13.20
2000000 16.06

1500000
17.32
1000000 14.58

500000

14.03

O o o L B B B e T o B LA B 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: BG044036.D

3000000
2500000
2000000
1500000

1000000
24.70

500000{ 232824 2385 25.90

o et

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\BG011420\
Data File : BG044036.D

Aca On : 14 Jan 2020 14:49

Operator :© JU

Sample : L1108-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.14 34.89 ng 1238760 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 64
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 9 (3.141 min): BG044036.D (-3) (-) m/z 73.10 100.00%
3 ?
5000
43
3.20 3.30 3.40 3.50 3.60
Ol rrrrrprrrr bbb 88 A7 145 165 192208 228 258 281 m/z 43.10 33.49%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AR AR RS AR R
3.20 3.30 3.40 3.50 3.60
m/z 87.10 24 .99%
0'|'“'|%1'+L“¥?”I'|#§'|“"v"'w'"v"'v"w"'w"“l'“'|'“'|“
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1995: Silane, tetramethyl-
73
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 22 .22%
43
|| 58 | 88
0'P'”I””I””I“'W”'W'”W'”W'“'P”'P”'P'”P'”P'”I””I”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2051: 1,3-Dioxolane, 2-methyl- EEEERREREEEsna s ey )
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 10.75%
5000 43
58
0'P”W%KW'”W'Wﬁﬁqﬂ””I“”P'”P”'P”W'”W”'W””I””P' A U A IR R
m/z--> 0 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\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.06 15.16 ng 538343 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 56
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 336 (5.063 min): BG044036.D (-328) (-) m/z 43.05 100.00%
43
59
5000
101 S I S ——
4.80 5.00 5.20 5.40
83
o...,....,....,.3.“?.','.'...5,9..'1,....,??..,.-...,...:,....,....,....,...., m/z 59.10 60.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U LS AR AR
59 480 500 520 540
m/z 101.10 23.48%
31 83 o 101
O e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43
480 500 520 540
5000 m/z 58.05 16.15%
101
31 58
o Sl Ll 50 | 65 73 8o 87 117 130
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4035: 2,3-Butanedione, monooxime AR R EE e e e R
43 4.80 5.00 5.20 5.40
m/z 41.10 9.73%
5000
101
15 58
0 28 |l 517 69 84 ‘
LI I N B L L L L —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—h
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

BG044036.D

14 Jan 2020 14:49

Ju

L1108-01 INWOOD-BH-01-A
5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
ion Parameters: LSCINT.P

KAEEAAAIAIAXITA A A A A A AT A A A A A A A AR AAA A A XA EAARTAAAAAAEAARARAAAAXAAARAAAAXAATXARAARAALAAAA*XK
Peak Number 3 unknown7.48 Concentration Rank 1

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

7.48 74.05 ng 2629490 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 747 (7.477 min): BG044036.D (-740) (-) m/z 132.00 100.00%
5000 68
© st |l e e 7B 7k 7RO 7B
o A8 L A0 122 || 148 av4 207 7z 68.10  42.68%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 NSRS AR LA RN
7.20 7.40 7.60 7.80
33 44 . 105 m/z 134.00 34.09%
0"'L |I“W'6ﬁ'"'ﬁo""||Jh%¥5|" m [rrrrprrrr T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
720 7.40 7.60 7.80
5000 67 m/z 66.10 26.40%
41 97
53
N P
0....“i“..“.‘.l“.“l‘.‘.“l‘ .‘ﬁ|].-0.7..“|..H.|....|....|....|....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl B A I 2L S
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.98%
5000 98 116
Ol el sh.,WW..‘ﬁ,..“‘. 198 ..,.1§?., o
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\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.22 3.59 ng 283202 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2575 (18.218 min): BG044036.D (-2568) (-) m/z 73.05 100.00%
43 B
51
5000 129
213 L S I LU
Lqu 7101115 143197171185 199" " 007 543256 e 18,00 18.20 18.40 18.60
0! m/z 60.10 89.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 LS SR BRI UL
mmmmmmmm
m/z 43.10 84.43%
14“ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #84453: Tetradecanoic acid
73
43 s N B S
57 18.00 18.20 18.40 18.60
5000 129 m/z 57.10 66 .44%
29 185 228
115
01 143,:,171 ‘ ‘
o LA e [0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid B Ra e ERREE R
43 73 18.00 18.20 18.40 18.60
m/z 55.10 64.71%
51
5000
29
129
H T? 01115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. OO 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.66 46.07 ng 4219740 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2991 (20.662 min): BG044036.D (-2971) (-) m/z 57.10 100.00%

57
85
5000

141 169 107 20.40 20.60 20.80 21.00
o34, 1| L m 97 225 253 281 309 337 365 398 m/z 71.10 71.89%

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

5000 L R ]
20. 40 20 60 20 80 21. OO

m/z 43.10 57.28%

o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57

mmmmmmmm
5000 85 m/z 85.10 52 .65%

113 154

o J L It 183 211 239 281
T e A e

miz--> 50 100 150 200 250 300 350 400

Abundance

#215181: 2-methyloctacosane
57 20 40 20.60 20.80 21.00

m/z 55.10 24 .35%

B | «J\M
113
20 | || |77°141 160 197 225 267 205 365 393

N G MLt c< e s

m/z--> 50 100 150 200 250 300 350 400 20. 40 20 60 20 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044036.D

Aca On : 14 Jan 2020 14:49

Operator :© JU

Sample : L1108-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.24 8.67 ng 794117 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Cvclohexadecane 224 C16H32 000295-65-8 93
3 b5-Eicosene. (E)- 280 C20H40 074685-30-6 93
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3089 (21.238 min): BG044036.D (-3084) (-) m/z 57.10 100.00%
57 83
5000 111 \N}\h»A“wa~}\vwwrj\M\N“J/
UL PN SR B R
3 139 163 226 21.00 21.20 21.40 21.60
ol LU ot Al 182 207 | 200 280 3% | n75 83.10  88.52%
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000 LR SN BN UL B
111 21.00 21.20 21.40 21.60
- m/z 43.10 87.48%
0 LA 199 ag210 238 65283
m/z--> 50 100 1éo 260 250 300 350
Abundance #81246: Cyclohexadecane
35 g3
2100 2120 2140 21.60
5000 m/z 55.10 80.20%
29 111
o1l } | “t 139 167 196 234
m/z--> éo 100 1éo 260 250 300 350
Abundance #127769: 5-Eicosene, (E)- A EEmmE s
55 21.00 21.20 21.40 21.60
m/z 69.10 79.63%
83
5000
29 ’ 111
o J 1l | | JL 139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60

8270-BG123019.M Wed Jan 15 17:12:56 2020

INWOOD-BH-01-A

Page: 9



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

BG044036.D

14 Jan 2020 14:49

Ju

L1108-01 INWOOD-BH-01-A
5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Diethylene glycol dibenzoate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.30 2.31 ng 211452 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 72
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 59
3 Benzamide. N-(5-acetvl-1.2.3-tri... 230 C11H10N402 129959-33-7 50
4 2-(2-CarboxvvinvDpvridine. trans 149 C8H7NO2 007340-22-9 49
5 2,2"-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 43

Abundance Scan 3100 (21.302 min): BG044036.D (-3096) (-) m/z 105.00 100.00%
105 149
5000 77
51 123 179 200 230 048 271 355 21.00 21.20 21.40 21.60
o} SRS LD MM BESC S S S S w N R m/z 149.00 83.63%
m/z--> 50 100 150 200 250 300 350
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000
77 21.00 21.20 21.40 21.60
m/z 77.05 39.89%
ol 27 ﬁl 123 179
m/z--> 50 100 150 200 250 300 350
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149
105 LI U SRR BRI SRR
21.00 21.20 21.40 21.60
5000 m/z 230.00 16.97%
77
45
0 27 ] Lp 131
m/z--> 50 100 150 200 250 300 350
Abundance #85547: Benzamide, N-(5-acetyl-1,2,3-triazol-4-yl)-
105 21.00 21.20 21.40 21.60
m/z 51.10 9.92%
51 230
ol 34/ | | 127144 174 202
m/z--> 50 100 150 200 250 300 350 2100 21.20 2140 2160

8270-BG123019.

M Wed Jan 15 17:12:56 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 10-Methylnonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.78 14.08 ng 1289290 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Octacosane 394 C28H58 000630-02-4 80
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 3181 (21.778 min): BG044036.D (-3179) (-) m/z 57.10 100.00%
g7
85
5000
LN RS SUNIA SRR
06127140169 207 281 21.40 21.60 21.80 22.00
o3l J .l.ft-.ﬁ.-l.l?f“ﬁ.'. 2L 200 77308330 38 899 |y 71.10  78.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129494: 10-Methylnonadecane
57
85
5000 R BRI SULIL SR B
21140 21.60 21.80 22.00
154 m/z 43.10 65.55%
29 113
267
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
21.40 21.60 21.80 22.00
5000 85 m/z 85.10 64 .38%
29 ] 113 141
oL L b LT 109 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane | LI BB LA B A B
57 21.40 21.60 21.80 22.00
m/z 41.10 30.10%
85
h w\zj\\/)\‘(\\”‘\,;
29 113
o T 1\ | /141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 21140 21.60 21.80 22.00

8270-BG123019.M Wed Jan 15 17:12:57 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044036.D

Aca On : 14 Jan 2020 14:49

Operator :© JU

Sample : L1108-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Pentadecane, 8-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.38 5.40 ng 494810 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 87
4 Octacosane 394 C28H58 000630-02-4 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 87
Abundance Scan 3283 (22.378 min): BG044036.D (-3278) (-) m/z 57.10 100.00%
sl
5000 \Agj\/\/_v
2 22.00 22.20 22.40 22.60 22.80
141 : : - : :
ok hbd |34 197233268 308 355 a01 0 70 3%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141433: Pentadecane, 8-hexyl-
a3
5000 85 AUV AN
22.00 22.20 22.40 22.60 22.80
J 196 m/z 43.10 62.57%
oA e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
22.00 22.20 22.40 22.60 22.80
5000 m/z 85.10 52.38%
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecy! ester e e
57 22.00 22.20 22.40 22.60 22.80
m/z 55.10 25.96%
h wj\/\\ﬁN
0 26, ||| 169 221
mz-> 0 50 100 1&'30 200 250 300 350 400 450 500 550 600 22.00 22,20 22.40 22.60 22.80

8270-BG123019.M Wed Jan 15 17:12:57 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.06 5.22 ng 477957 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3399 (23.059 min): BG044036.D (-3394) (-) m/z 57.10 100.00%
57
T \L
5000
3 |113 141 169 197 225 253 296 327 369 429 2260 23,00 23.20 2340
ol 23 A AL a7 99 197 225 253 296 327 369 429 m/z 71.10 73.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 IR AR AR DA
nmmmmmmm
m/z 43.10 61.87%
o %9 | | 4 169 197 205 253 282
m/z--> 55 100 150 200 250 360 3%0 460
Abundance #194493: Hexacosane
57
| 22.80 23.00 23,20 23.40
5000 85 m/z 85.10 53.16%
. 29| ] | (M2 141 169 197 225 253 295 323 367
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #94346: Heptadecane LI L L L L B
57 22.80 23.00 23.20 23.40
m/z 41.10 22.64%
85
5000
29
miz--> '”'5'0"”100””15'30”"2c')o'”'256”'366”'351,6”'460”” | 22.80 23.00 23,20 23.40

8270-BG123019.M Wed Jan 15 17:12:57 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.24 7.07 ng 626976 Perylene-di12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 trans-Farnesol 222 C15H260 000106-28-5 64
4 Methanone. dicvclopropvl- 110 C7H100 001121-37-5 47
5 2,6-Octadiene, 4,5-dimethyl- 138 C10H18 018476-57-8 47
Abundance Scan 3430 (23.241 min): BG044036.D (-3425) (-) m/z 69.10 100.00%
6o
5000
41 A A
95 137 23.00 23.20 23.40 23.60
oL b Ly g 1 101189 218243 271296 341367 429 460 | 75 81 10  52.57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215932: Squalene
60
5000 R VNI SRR BN SUR
a1 23.00 23.20 23.40 23.60
%5 g m/z 41.10 22.77%
0 sbd Ly 1] 461191 231 273299 341367
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215928: Supraene
69
' 23.00 23.20 23.40 23.60
5000 m/z 95.10 12.83%
41
95 137
bbbl 1 08190217 245 278209 341367 410
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #79392: trans-Farnesol e EREEsEEEE S
69 23.00 23.20 23.40 23.60
m/z 68.05 11.24%
- | M‘/\J\J““
93
s D e e el L
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.20 23.40 23.60

8270-BG123019.M Wed Jan 15 17:12:58 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.85 4.94 ng 438045 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3534 (23.852 min): BG044036.D (-3528) (-) m/z 57.10 100.00%
g7
85
5000
| 113 ' 23.60 23.80 24.00 24.20
141 169 . . . .
Obrrerrrrrfber ,.'.|:.,l....",...'.,....,J...-. SepA3210 240 208285 825 |\ nmsz 71.10  74.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94344: Heptadecane
57
5000 85 UL BRI S UL SRR
23.60 23.80 24.00 24.20
4 m/z 43.10 64 .96%
das L) e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129490: Eicosane
57
8 ' 23.60 23.80 24.00 24.20
5000 m/z 85.10 57.37%
4
113
N |l e Lor 225 253 282
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane L B B

57 23.60 23.80 24.00 24.20
m/z 55.10 23.13%

85
5000

4

%

2 o d 141 169 197 225 253 296

L - N SN S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 23 60 23. 80 24. OO 24 20

‘ 113
|
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

Data File : BG044036.D

Aca On - 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 15 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.90 3.21 ng 284402 Perylene-di12 24._.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Eicosane 282 C20H42 000112-95-8 89
4 Hexacosane 366 C26H54 000630-01-3 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3883 (25.903 min): BG044036.D (-3876) (-) m/z 57.10 100.00%
57
5000
3155 25,60 25.80 26.00 26.20
oLt ly L 434 U7 AT7I9021> 238257 282 3% nyz 71.10  87.55%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 AR USRS
25. 60 25 80 26. oo 26.20
- m/z 43.10 60.92%
ol LI ||113 141 169 197 225 253 338
m/z--> éo 100 1%0 260 2éo 360 3%0
Abundance #117638: Nonadecane
57
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 52.91%
29
0 } \ J\ Il Il 113 141 169 197 225 268
m/z--> 50 100 150 200 2éo 300 3%0
Abundance #129492: Eicosane R e e AR B
57 25.60 25.80 26.00 26.20
m/z 55.10 23.54Y%
85
29
ol “ | M8 141 160 197 225 253 282
m/z--> éo 160 150 200 250 360 350 2560 2580 2600 2620 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG011420\

Data File : BG044036.D

Acg On : 14 Jan 2020 14:49

Operator : JU

a?ggle i L1108-01 INWOOD-BH-01-A
ALS Vial : 5 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... 3.14 34.9 ng 1238760 1 7.95 710196 20.0
2-Pentanone, 4-hy... 5.06 15.2 ng 538343 1 7.95 710196 20.0
unknown? .48 7.48 74.0 ng 2629490 1 7.95 710196 20.0
n-Hexadecanoic acid 18.22 3.6 ng 283202 4 17.32 1578920 20.0
Heneicosane 20.66 46.1 ng 4219740 5 21.57 1831830 20.0
Heptadecyl heptaf... 21.24 8.7 ng 794117 5 21.57 1831830 20.0
Diethylene glycol... 21.30 2.3 ng 211452 5 21.57 1831830 20.0
10-MethylInonadecane 21.78 14.1 ng 1289290 5 21.57 1831830 20.0
Pentadecane, 8-he... 22.38 5.4 ng 494810 5 21.57 1831830 20.0
Eicosane 23.06 5.2 ng 477957 5 21.57 1831830 20.0
Squalene 23.24 7.1 ng 626976 6 24.70 1772710 20.0
Heptadecane 23.85 4.9 ng 438045 6 24.70 1772710 20.0
Tetracosane 25.90 3.2 ng 284402 6 24.70 1772710 20.0
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