LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05 Instrument :

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

3?22'6 : L1108-05 INWOOD-BH-03-A

ALS Vial : 13 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 22 rVB 353041 673548 13.75% 1.525%
2 3.663 95 98 105 rBvV 40854 63180 1.29% 0.143%
3 4.456 227 233 237 rBV 181434 276301 5.64% 0.625%
4 4.492 237 239 247 rVB 38880 58025 1.18% 0.131%
5 5.056 328 335 346 rBV 532379 845199 17.25% 1.913%
6 5.532 408 416 426 rBVY 1700028 2733375 55.79% 6.187%
7 7.124 677 687 702 rBVY 1717721 3199321 65.30% 7.242%
8 7.482 739 748 758 rBVY 1744074 3110563 63.48% 7.041%
9 7.946 819 827 836 rBV 442900 768113 15.68% 1.739%
10 8.269 873 882 891 rBVY 1328019 2349176 47 .94% 5.318%

11 9.104 1015 1024 1036 rBV 1040744 1876518 38.30% 4.248%
12 10.749 1296 1304 1316 rBV 615034 1135041 23.17% 2.569%
13 12.482 1592 1599 1606 rBV 27330 49097 1.00% 0.111%
14 13.205 1714 1722 1729 rBV 2674113 4190848 85.53% 9.487%
15 13.487 1763 1770 1776 rBV 118553 190670 3.89% 0.432%

16 14.027 1856 1862 1868 rBV 251255 370064 7.55% 0.838%
17 14.580 1949 1956 1962 rBV 947012 1515675 30.93% 3.431%

18 15.708 2144 2148 2153 rBV2 56925 79295 1.62% 0.179%
19 16.066 2202 2209 2218 rBV 1964676 3070170 62.66% 6.950%
20 17.230 2402 2407 2415 rBV2 40084 73544 1.50% 0.166%

21 17.324 2415 2423 2427 rVV 1023810 1652270 33.72% 3.740%
22 17.365 2427 2430 2435 rVB 140312 203874 4.16% 0.462%
23 17.447 2441 2444 2450 rVB2 35141 62544 1.28% 0.142%
24 17.711 2484 2489 2495 rBV6 46448 83539 1.70% 0.189%
25 18.234 2574 2578 2586 rVV3 158852 266568 5.44% 0.603%

26 18.393 2599 2605 2609 rBV3 61852 121185 2.47% 0.274%
27 19.080 2717 2722 2731 rBV2 422596 651211 13.29% 1.474%
28 19.157 2732 2735 2740 rVVv7 25450 49534 1.01% 0.112%
29 19.251 2747 2751 2758 rBV2 31564 61959 1.26% 0.140%
30 19.374 2766 2772 2780 rBV 531780 875007 17.86% 1.981%

31 19.733 2824 2833 2842 rBV 517936 821127 16.76% 1.859%
32 19.938 2862 2868 2874 rBV 3631922 4899755 100.00% 11.091%
33 20.062 2884 2889 2896 rBV3 44474 107956 2.20% 0.244%
34 20.226 2913 2917 2921 rBV2 140945 166526 3.40% 0.377%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

3?22'6 i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.326 2932 2934 2939 rVB 51318 57671 1.18% 0.131%

36 21.243 3086 3090 3099 rBV4 724464 1109894 22.65% 2.512%
37 21.577 3139 3147 3152 rBV3 1016993 2113234 43.13% 4._.784%
38 21.624 3153 3155 3165 rVB 234339 348901 7.12% 0.790%
39 21.795 3181 3184 3189 rVB2 97689 125240 2.56% 0.284%
40 22.400 3283 3287 3301 rVvB4 133229 339278 6.92% 0.768%

41 23.087 3400 3404 3410 rVB2 97489 172779 3.53% 0.391%
42 23.258 3428 3433 3442 rVB 447876 910905 18.59% 2.062%

43 23.751 3510 3517 3525 rBVY 153860 513106 10.47% 1.161%
44 24.774 3681 3691 3713 rVB 429343 1834532 37.44% 4_.153%

Sum of corrected areas: 44176318
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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: BG044044.D

3500000
3000000
2500000

2000000
5.53 7.12 7.48

1500000 8.27

9.10
1000000
5.06 10.75

5000001.13 7.95
4.46

A_ 3.66 49 12.48
0 2

LI e e e e e e
I I [ | [ I T I | [ I I

T T T [
350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
TIC: BG044044.D

Time-->
Abundance

19.94
3500000

3000000
13.20

2500000

2000000 16.07

1500000

21.58

14.58 1r.32

1000000

9.3719.77
500000 1908

14.03
|| 1.0 1571 1M 71 8

AL N

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: BG044044.D

3500000

3000000

2500000

2000000

1500000

1000000

23.26 24.77

500000{ 53

23.75

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

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.13 17.54 ng 673548 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 7 (3.128 min): BG044044.D (-3) (-) m/z 73.10 100.00%
<}
5000 }/\\\_
43
= 87 U A S S LR
3.20 3.30 3.40 3.50
Obrprrer ot 63 L 8 ] eS| m/z 43.10  34.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 U R S IR R
43 3.20 3.30 3.40 3.50
55 87 m/z 55.10 24.99%
0 Fg 35 || | 67 1], 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U A R IR LR
3.20 3.30 3.40 3.50
5000 55 m/z 87.10 23.71%
J L 79 |97 112 129 }/\\\_
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- T
73 3.20 3.30 3.40 3.50
m/z 71.05 11.91%
5000
45
29
0 Ll 3 ‘ 5\5 67 ! 101 /k
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 3.20 3.30 3.40 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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 3-Penten-2-one, 4-methyl- Concentration Rank 9

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

4._.46 7.19 ng 276301 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 234 (4.462 min): BG044044.D (-227) (-) m/z 83.10 100.00%
55 el
5000 43 98
420 4.40 4.60 4.80
o...,....,....,..?3|,-':..‘.‘9,-'.|::.,.‘?“?.,...77.~,.-...,....~,.... m/z 55.10 86.51%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IR U N U L
29 98 420 4.40 4.60 4.80
‘ m/z 98.10 38.11%
0 .|.‘ 37| Ay 49I | | 61 67 7 | 89 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83
55 420 440 460 480
5000 43 m/z 43.10 32.92%
98
29
. 23] a7l|| a9] 638 77 | o |
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- ety
55 83 420 4.40 4.60 4.80
m/z 39.10 25.71%
41
5000 7 o8
15 ‘ 69
IR .:lh.%4.ail M. LN X PR A T S A
m/z--> 10 20 30 40 50 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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 3 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.06 22.01 ng 845199 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 17

Abundance Scan 336 (5.061 min): BG044044.D (-328) (-) m/z 43.05 100.00%
a3
59
5000
i Tk ok ok
o3l LNl 6773 8 93 | s 10 63.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
50
5000 R N N UL
a1 4.80 5.00 5.20 5.40
101 m/z 101.10 22 .80%
29
05 I""I"'Hhh"'IIJ”"I??qli ""I??"I' ?p'l""l""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
480 5.00 520 540
5000 m/z 58.10 16.02%
59
o 21 37| 53 ‘ &7 778 o
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester T
43 4.80 5.00 5.20 5.40
m/z 41.05 9.22%
57
5000
29 101
o 15 Y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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 4 unknown7.48 Concentration Rank 1

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

7.48 80.99 ng 3110560 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 748 (7.482 min): BG044044.D (-739) (-) m/z 132.00 100.00%
32
5000 68
© 55t gl S g T T5 T Tk 7k
Ol PR 87 L S M5 e m/z 68.10 42.03%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S AR R AR AR
o7 7.20 7.40 7.60 7.80
- 117 m/z 134.00 34.17%
0,,,,I,,,,Ii‘,lmi.,m?}.ll,,ll,.,.,|I.,,,?.?,J,,}92}19,,|,|}2,4},|||m|”
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

7.20 7.40 7.60 7.80

5000 m/z 66.10 27.53%
3B 4 - g7 105
60 78 ‘
by b2 B L Do | Lows
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine A e
132 7.20 7.40 7.60 7.80
69 m/z 69.05 16.59%
104
5000
78
31 g5 ,,
o N il | P ) | S | /S R & U
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.49 2.52 ng 190670 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 58
3 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 53
4 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 53
5 1,4-dihydroxy-p-menth-2-ene 170 C10H1802 1000374-16-9 43
Abundance Scan 1771 (13.493 min): BG044044.D (-1763) (-) m/z 43.05 100.00%
43 109
151
5000
57 69 85 T Rlon 120 1260 120
Ll | g6 | 133 169 13.20 13.40 13.60 13.80
o} SN RSV RSV SRS - O ot m/z 109.10 84.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 LI UL UL BN LA
13.20 13.40 13.60 13.80
57 69 85 m/z 151.10 63.10%
s 20 | A . a2y 12215 ' 102 ou
m/z--> 20 40 60 80 160 120 140 160 180 200
Abundance #24779: Metacetamol
109
13.20 13.40 13.60 13.80
5000 151 m/z 41.05 23.28%
43
ol 15 27 “ 54 65 M 91 | 122135 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline Rl R e S e
109 13.20 13.40 13.60 13.80

m/z 85.10 16.51%

5000
151

15 27 41 53 65 M 92 | 122 136

O e L L L e o o e R RREEEEE s

m/z--> 20 40 60 80 100 120 140 160 180 200 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.23 3.23 ng 266568 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 2577 (18.228 min): BG044044.D (-2574) (-) m/z 73.00 100.00%

43 3
5000

18.00 18.20 18.40 18.60
o m/z 43.10 89.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LA L L L L L L
18. OO 18. 20 18 40 18. 60
m/z 60.00 88.21%
157171
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61121: Dodecanoic acid
73
P T
43 18.00 18.20 18.40 18.60
5000 m/z 57.10 68.98%
29 129 200
7 115 157
L g
0...,.:..,‘.‘..‘.‘ P NP R T ot A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B Al EREEEEET S
73 18.00 18.20 18.40 18.60
43 m/z 55.10 59.72%
5000 129
185 228
T7 15 16 ‘ 199
O.H,HHHLMWA‘NHuM”qum.%ﬁ%.ﬁ..”.“.”..”..“,””,”” .
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\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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 8 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.08 7.88 ng 651211 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 99
2 Cvclohexadecane 224 C16H32 000295-65-8 98
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 n-Heptadecanol-1 256 C17H360 001454-85-9 95
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
Abundance Scan 2722 (19.080 min): BG044044.D (-2717) (-) m/z 55.10 100.00%
5
139 18.80 19.00 19.20 19.40
o3 JH | .l. S8 196 224 2% 31 "m/z 83.10 93.64%
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
55
5000 LRRA UL UL BN IR
18:80 19.00 19.20 19.40
29 1”_ m/z 69.10 87 .64%
ol 1139 168 195 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
5 g3
18:80 19.00 19.20 19.40
5000 m/z 43.10 84 _58%
29 111
o L1l H J} ‘ “x [139 167 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #131393: n-Nonadecanol-1 L L o AR
18.80 19.00 19.20 19.40
m/z 57.10 83.04%
- V\A_J\/VJ\J
111
ol 28l |l 16 lJ’ L4 |139 168 196 238 266
m/z--> 50 1(')0 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.24 10.50 ng 1109890 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 3090 (21.243 min): BG044044.D (-3086) (-) m/z 57.10 100.00%
g7
. MNL
226 R SN SUNILA BUULRA B
21.00 21.20 21.40 21.60
ol 255 281305326 360 n/z 43.10 93. 11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 g3
5000 LR UL SURRUL B
29 111 21.00 21.20 21.40 21.60
m/z 83.10 93.11%
L L] 2 s o
m/z--> 50 100 150 260 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
4
69 R BRI SUNILA BN B
97 21.00 21.20 21.40 21.60
5000 m/z 55.10 89.04%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane o B B maa e S
57 21.00 21.20 21.40 21.60
m/z 97.10 80.60%
5000
29 125
o Ll | | 154 196224 269 330
m/z--> % 1& ﬁo @ 250 300 350 400 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.40 3.21 ng 339278 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Eilcosane 282 C20H42 000112-95-8 90
3 Tritetracontane 605 C43H88 007098-21-7 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 86
Abundance Scan 3287 (22.400 min): BG044044.D (-3283) (-) m/z 57.10 100.00%

%

5000
99 L o o o o o o
155188221 g7 302 355 429 22.00 22.20 22.40 22.60 22.80
ol A L 88 2T A e /2 71.10  78.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
5000 TTTT LR B TTTT TT
22. OO 22. 20 22. 40 22 60 22. 80
99 m/z 43.10 75.19%
ol 26 Jj 141 183 225 266296
,...,.”.,”.......”. RN N o o e S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129491: Eicosane
57
T
22.00 22.20 22.40 22.60 22.80
5000 m/z 85.10 54 _.48%
0L2 %F‘ 141 183 225 282
IR e I o o o e S R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane A EAE e
57 22.00 22.20 22.40 22.60 22.80
m/z 41.10 29.91%
- WAWW
97
0 1 141 183 225 267 323 379 421 463 505 547 604
IR e o e AR e B o e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 00 22. 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044044.D

Aca On : 14 Jan 2020 20:05

Operator : JU

ﬁ?ggle i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.26 9.93 ng 910905 Perylene-di12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 97
2 Supraene 410 C30H50 007683-64-9 91
3 1.5.9-Decatriene. 2.3.5.8-tetram... 192 Cl1l4H24 230646-72-7 64
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 3433 (23.258 min): BG044044.D (-3428) (-) m/z 69.10 100.00%
69
5000 l
T s 75l00 2320 2240 2360
N N A ". Jlel.l?z.z,o? 231 259281306327350 386410 | 77 81.10  53.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 RRUNBRUNABARA AR
a1 2300 23.20 23.40 23.60
m/z 41.10 22 .76%
Mhﬂhﬂﬁ%%@zm%ﬁwtm”
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 68.10 12 .56%
41
‘ 95 137
OL bbb L 316 | (168 191 217 245 273200 M1 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- T T T
41 69 23.00 23.20 23.40 23.60
m/z 95.10 12.52%
95
5000
137
177
0.”.‘.“,‘“.‘.‘”..” .j.”.luu‘..luuuu S e R B
m/z--> 50 100 150 200 250 300 350 400 2300 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011420\

Data File : BG044044.D

Acq On : 14 Jan 2020 20:05

Operator : JU

3?22'6 i L1108-05 INWOOD-BH-03-A
ALS Vial : 13 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 17.5 ng 673548 1 7.95 768113 20.0
3-Penten-2-one, 4... 4._46 7.2 ng 276301 1 7.95 768113 20.0
Propane, 2-methyl... 5.06 22.0 ng 845199 1 7.95 768113 20.0
unknown? .48 7.48 81.0 ng 3110560 1 7.95 768113 20.0
2,4,7,9-Tetrameth... 13.49 2.5 ng 190670 3 14.58 1515680 20.0
n-Hexadecanoic acid 18.23 3.2 ng 266568 4 17.32 1652270 20.0
5-Octadecene, (E)- 19.08 7.9 ng 651211 4 17.32 1652270 20.0
Cyclohexadecane 21.24 10.5 ng 1109890 5 21.58 2113230 20.0
Heneicosane 22.40 3.2 ng 339278 5 21.58 2113230 20.0
Squalene 23.26 9.9 ng 910905 6 24.77 1834530 20.0
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