LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample : K5337-01

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-BG092519 .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 3.126 3 6 15 rvv 82290 160447 4 _.30% 0.679%
2 3.202 15 19 36 rvB 579499 873371 23.39% 3.695%
3 5.617 423 430 442 rBV 462216 806161 21.59% 3.411%
4 7.209 694 701 715 rBV 330568 671893 17.99% 2.843%
5 7.573 755 763 774 rBV 724822 1336211 35.78% 5.653%
6 8.037 836 842 852 rBV 169485 287729 7.70% 1.217%
7 8.361 890 897 906 rBV 505408 916881 24.55% 3.879%
8 9.201 1031 1040 1052 rBV 392718 797410 21.35% 3.374%
9 9.653 1108 1117 1125 rBV5 26673 60977 1.63% 0.258%
10 10.846 1311 1320 1332 rBvV 207194 409141 10.96% 1.731%

11 12.497 1590 1601 1608 rBV2 59196 217504 5.82% 0.920%
12 13.290 1729 1736 1748 rBV 1299453 2087809 55.90% 8.833%
13 14.113 1870 1876 1882 rBV 265595 397294 10.64% 1.681%
14 14.665 1964 1970 1979 rBV 451023 747603 20.02% 3.163%
15 16.157 2217 2224 2238 rBV 1201242 1964199 52.59% 8.310%

16 16.810 2331 2335 2345 rBV7 31098 64161 1.72% 0.271%
17 16.909 2345 2352 2362 rBV 233075 340954 9.13% 1.442%
18 17.415 2432 2438 2447 rBv2 501170 816535 21.86% 3.455%
19 17.579 2463 2466 2474 rBV7 28801 49012 1.31% 0.207%
20 17.685 2481 2484 2493 rBV 25374 44260 1.19% 0.187%

21 18.179 2562 2568 2579 rBv4 72322 140000 3.75% 0.592%
22 18.308 2585 2590 2596 rBV2 457459 655520 17.55% 2.773%
23 18.372 2596 2601 2610 rVB 1282881 1726997 46.24% 7.306%
24 19.430 2777 2781 2783 rBV3 29150 43570 1.17% 0.184%
25 19.577 2798 2806 2810 rBV5 68273 124598 3.34% 0.527%

26 20.023 2876 2882 2897 rBV 2667837 3734607 100.00% 15.800%
27 21.275 3092 3095 3100 rBV2 29498 61784 1.65% 0.261%
28 21.328 3100 3104 3113 rVV3 237048 497161 13.31% 2.103%
29 21.410 3113 3118 3124 rVB 124705 207175 5.55% 0.877%
30 21.686 3158 3165 3179 rBV2 566173 1027444 27 .51% 4.347%

31 21.880 3194 3198 3204 rVB4 35160 50658 1.36% 0.214%
32 22.485 3297 3301 3305 rBV2 51887 72947 1.95% 0.309%
33 23.184 3415 3420 3427 rVB2 56003 116347 3.12% 0.492%
34 23.372 3445 3452 3461 rVB 332471 649390 17.39% 2.747%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample : K5337-01

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 - 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-BG092519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.983 3550 3556 3565 rVB2 70893 156064 4.18% 0.660%
36 24.912 3703 3714 3727 rBV 362370 1169406 31.31% 4.947%

37 26.069 3904 3911 3918 rVB4 42414 111993 3.00% 0.474%
38 27.139 4085 4093 4096 rBV10 13720 41355 1.11% 0.175%

Sum of corrected areas: 23636568
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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: BG043265.D

2500000

2000000

1500000

1000000

7.57
3.20

500000 5.62 8.36

7.21
3 8.04 10.85
; 9.65 12.50
R T e o o o L L L e L

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043265.D

2002
2500000

2000000

1500000
13.29 18.37
16.16

1000000

500000 14.67 17.41 18.81

14.11 16.91 2 321
1641 15%8 18

L0 o e L [BL A e e e e e e e B B L B e o o e o B e B R A A

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: BG043265.D

22.49

2500000
2000000
1500000
1000000

500000 23.37 24.91

S

T T o T T e T T T T T o T e o o e o e e e e e

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\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.20 60.71 ng 873371 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (3.202 min): BG043265.D (-15) (-) m/z 73.10 100.00%
B
5000 43
87
3.20 3.30 3.40 3.50 3.60
9
Olrrrrrre B B2 228, Tm/z 43.10 40.85Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
3.20 3.30 3.40 3.50 3.60
‘ 87 m/z 55.10 30.12%
0"”IJL'L"W"“I'“'I”'W"”I'”'P""”' BB SRBY SRR
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.05 27 .83%
0 “ . 112 129
m/z--> 20 ' ' éo 100 120 140 160 180 200 220 240
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.82%
5000 43 87
15 72
lJ 59
e R R A R BN RS AL L SRS A R AR AR HUAS AR AR LR AR U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown7.57 Concentration Rank 1

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

7.57 92.88 ng 1336210 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 762 (7.567 min): BG043265.D (-755) (-) m/z 132.10 100.00%
5000
720 7.40 7.60 7.80 8.00
01 m/z 68.10 45 _57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
7.20 7.40 7.60 7.80 8.00
33 44 . 97 105 m/z 134.00 32.84%
0TWT”WT”WJ”ﬁTLiiﬁfﬁ“TF;E;ﬁgFTLFJAﬁEQTT"Ti"T”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 A I UL L
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 32.10%
31 54 51 8
OFrrrr b T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methy!- /. S L SOV
132 720 7.40 7.60 7.80 8.00
m/z 69.10 20.43%
5000
J 15 28 3 = 6 77 90 104
m/z--> 10 20 35 Jo §0 60 70 85 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 4-Piperidinone, 2,2,6,6-tet... Concentration Rank 12

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

9.65 2.98 ng 60977 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Piperidinone. 2.2.6.6-tetramet... 155 C9H17NO 000826-36-8 91
2 4.4-Dimethvl-2-imidazoline 98 C5H10N2 002305-59-1 47
3 4-Acetvl-5-methvl-1.3-dihvdro-2H. .. 140 C6H8N202 053064-61-2 35
4 1H.5H-Pvrazololl.2-alpvrazole-1.... 140 C6H8N202 019720-72-0 30
5 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404 035069-70-6 30

Abundance Scan 1116 (9.647 min): BG043265.D (-1108) (-) m/z 83.10 100.00%
83
140
a2 8
5000
98
112 155 267 9.40 9.60 9.80 10.00
of m/z 140.10 75.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28171: 4-Piperidinone, 2,2,6,6-tetramethyl-
83 140
42 o8
5000
98 9.40 9.60 9.80 10.00
m/z 58.10 61.05%
27 112, . | 155
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3058: 4,4-Dimethyl-2-imidazoline
83
9.40 9.60 9.80 10.00
5000 2842 60 98 m/z 42.10 54 _30%
0 15 54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18250: 4-Acetyl-5-methyl-1,3-dihydro-2H-imidazol-2-one
140 9.40 9.60 9.80 10.00
m/z 84.10 45_75%
42
5000 69
125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Cyclopropanecarboxylic acid... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.50 10.63 ng 217504 Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid.isob... 142 C8H1402 064969-79-5 50
2 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 28
3 Cvclopropanecarboxvlic acid. sil... 192 C4H5Aa02 075112-77-5 28
4 Oxazole 69 C3H3NO 000288-42-6 28
5 3-Hexanol, 2,5-dimethyl- 130 C8H180 019550-07-3 10
Abundance Scan 1602 (12.503 min): BG043265.D (-1590) (-) m/z 69.10 100.00%
69
5000
41
|1T3 154 12,20 12.40 12.60 12.80
o - m/z 41.10 27.54%
m/z--> 50 100 150 200 250 300 350
Abundance #19828: Cyclopropanecarboxylic acid,isobutyl ester
69

41
5000
12.20 12.40 12.60 12.80
m/z 39.05 21.18%
L “99
0 RS L WL L WAL UL UL SR
50

T | |
100 150 200 250 300 350

m/z-->
Abundance #69029: 2-Butenoic acid, 2-propenylidene ester
69
12.20 12.40 12.60 12.80
5000 m/z 87.10 17.87%
41
15 I J\’\ [ ‘ 1?6 210
oo e,
m/z--> 50 100 150 200 250 300 350
Abundance #54776: Cyclopropanecarboxylic acid, silver(1+) salt
69 12.20 12.40 12.60 12.80
m/z 103.00 15.95%
50000 44
301
ol dll u | \ 107126 149 216235 257 I 345 386
— e e
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknownl6.91 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.91 8.35 ng 340954 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 38
2 3.3.7-Trimethvl-4-oxa-7-octen-1-ol 172 C10H2002 069161-47-3 36
3 Oxazolidin-2-one. N-T(E)-butenovll1- 155 C7H9NO3 1000156-45-5 9
4 2-Decene., 2-methvl- 154 C11H22 023381-92-2 9
5 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 9
Abundance Scan 2352 (16.909 min): BG043265.D (-2345) (-) m/z 69.10 100.00%
69
5000 L
" 87 155 16.60 16.80 17.00 17.20
103 171 : : : :
N .|,|'|.'. 85 | TU15128 143 n TAT 189 207 223 | 7 T a1 10 19.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7242: Ethyl cyclopropanecarboxylate
69
5000 AR AR AR AR AR
41 16.60 16.80 17.00 17.20
29 86 m/z 87.10 14.12%
m/z--> 20 40 60 80 100 150 140 160 180 200 220
Abundance #39562: 3,3,7-Trimethyl-4-oxa-7-octen-1-ol
69
16.60 16.80 17.00 17.20
5000 31 m/z 43.10 13.18%
. 87 o9
0 Lhis ﬁ?\ 1 H | ‘\ ‘ I 115127138 154 172
m/z--> 20 40 60 80 100 150 140 160 180 200 220
Abundance #28006: Oxazolidin-2-one, N-[(E)-butenoyl]- B B B e a M
69 16.60 16.80 17.00 17.20
m/z 39.05 11.30%
5000 41
o 27 L 56 | 88100112 127140 1
m/z--> 20 40 60 80 100 150 140 160 180 200 220 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 9-Octadecenoic acid (Z)-, 2... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.18 3.43 ng 140000 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. 2.3-di... 356 C21H4004 000111-03-5 62
2 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 52
3 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 49
4 7Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 46
5 5-Cyclohexadecen-1-one 236 C16H280 037609-25-9 46
Abundance Scan 2568 (18.179 min): BG043265.D (-2562) (-) m/z 55.10 100.00%
g5
5000 E_qﬁ_vw_ﬂwwwvAkvj\f\‘ﬁﬂ~,m~
—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—rv—
17.80 18.00 18.20 18.40
o} m/z 41.10 67 .99%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #188143: 9-Octadecenoic acid (2)-, 2,3-dihydroxypropy! ester
55
5000 NSNS BARRE N
29 17.80 18.00 18.20 18.40
m/z 69.10 66.77%
o 325 356
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #105678: cis-9-Hexadecenoic acid
55
17.80 18.00 18.20 18.40
5000 83 m/z 43.10 42 .79%
29 111
236
oL .hJ,Mwhjumih:ﬁﬁ7T%§?.lgf. e
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #141308: 6-Octadecenoic acid, methyl ester, (2)- A AEa s et
a0 17.80 18.00 18.20 18.40
m/z 57.10 38.14%
5000
15
m/z-> 0 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.31 16.06 ng 655520 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2590 (18.308 min): BG043265.D (-2585) (-) m/z 73.05 100.00%
60 73
5000 129
213
157 171 185
143 1 00199 18.00 18.20 18.40 18.60
(o} m/z 43.10 94 .02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 RN AR AR
mmmmmmmm
m/z 60.10 86.75%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 783
18.00 18.20 18.40 18.60
5000 129 m/z 55.10 82 .46Y%
29
o.??w...,... L#H 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B B e e A
43 60 73 18.00 18.20 18.40 18.60
m/z 41.10 78.32%
5000 129
29
‘ 143157171185199 242
O.Fﬁ.k.“.. e P
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\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.58 2.43 ng 124598 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2807 (19.583 min): BG043265.D (-2798) (-) m/z 73.10 100.00%

57'n

129
5000
97
284 RN R e A
199213227 19.20 19.40 19.60 19.80
0f m/z 57.10 86.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131260: Octadecanoic acid

73

5000 e
129 284 19.20 19.40 19.60 19.80
97 1s 185 a1 m/z 60.10 83.46%
) 1431571717 7199213207° | 23550

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60

10.20 19.40 19.60 19.80
5000 129 m/z 43.10 77.93%
83
1Ji 143157171185199213
of

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

Abundance #61117: Dodecanoic acid A RRmEamEa S
73 19.20 19.40 19.60 19.80
43 m/z 55.10 72.74%
51
5000
29 129 200
T7101115 143157171
0 ,.‘:..‘,‘.‘..'l“‘.‘:‘.‘.,M.:“‘,“..‘:‘.,..‘..‘i“....“ 185‘ SN L Raa s o SIUNE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 20 19. 40 19 60 19. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.33 9.68 ng 497161 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 1-Octadecene 252 C18H36 000112-88-9 95
3 Cvclotetracosane 336 C24H48 000297-03-0 95
4 Cvclotridecane 182 C13H26 000295-02-3 94
5 Z-8-Hexadecene 224 C16H32 1000130-87-5 94
Abundance Scan 3104 (21.328 min): BG043265.D (-3100) (-) m/z 57.10 100.00%
57
83
5000 11
LIRS BN DU BUURRE
3 139 167 21.00 21.20 21.40 21.60
ol | by a0, 197219287255 281 308326 355 | /o7 B5.10  86.18%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
g5
97
5000 R U DR B R
29 mmmmmmmm
195 m/z 43.10 84 .50%
ol 7 4| 153 181 308
m/z--> 50 160 1éo 260 2%0 360 3éo
Abundance #104182: 1-Octadecene
¢}
83 LIRS BN B SRR
21.00 21.20 21.40 21.60
5000 m/z 83.10 65.86%
111
JLas ) L de |l | } |39 168 106 224 252
m/z--> éo 160 1éo 260 2%0 300 3éo
Abundance #174179: Cyclotetracosane T T T
43 83 21.00 21.20 21.40 21.60
m/z 97.05 64 .49Y%
5000
111
oL 1| ls “ | } 139 167 196 224 250 279 308 336
m/z--> % mo 1% m H) ﬁo 3% mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Diethylene glycol dibenzoate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
2141  4.03ng 207175  Chrysene-d12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 78

2 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13NO0O5
3 2.2"-(Ethane-1.2-divibis(oxy))bi... 358 C20H2206

4 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 43
5 2-Benzoyloxyacetophenone 240 C15H1203 004010-33-7 35
Abundance Scan 3118 (21.410 min): BG043265.D (-3113) (-) m/z 105.05 100.00%
105 149
5000 "
USRI BRI BN S
51
131 | 181 207227 251270 297 327347 371 21.00 22.20 21.40 21.60 21.80

85.99%

ol L 231 | AL 207227 251270 297 327347 ST1 "nm/z 149.10

m/z--> 50 100 150 200 250 300 350
Abundance #156211: Diethylene glycol dibenzoate
105 149
77

1000368-92-7 78
1000366-99-4 64

5000 | BBLLLINLE INLENL L L L LB LB L
21.00 21.20 21.40 21.60 21.80
51 m/z 77.10 50.27%
0 | 1) 123 _ 183207 238 283 314
et e e e
m/z--> 50 100 150 200 250 300 350
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105 149
77 21.00 21.20 21.40 21.60 21.80
5000 m/z 51.05 10.90%
51
oL 30 211 287
——= -t 11
m/z--> 50 100 150 200 250 300 350
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105 21.00 21.20 21.40 21.60 21.80
m/z 150.10 8.59%
149
5000
77
o028 b 131 | 179 209 236
—
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80

8270-BG092519.M Fri Oct 18 17:17:33 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Dodecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.18 2.26 ng 116347 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
2 Hexadecane. 8-hexvl-8-pentvl- 380 C27H56 055282-29-6 86
3 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 83
4 Eicosane 282 C20H42 000112-95-8 81
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 80
Abundance Scan 3419 (23.179 min): BG043265.D (-3415) (-) m/z 57.10 100.00%
57
5000 85
113 139 19 - 2250 7300 7350 7340
ol L 57100 196 220 264 P01 L 925 385 30 | /7 43.10 | 55.19%
m/z--> 0 50 100 150 200 250 300 350
Abundance #48851: Dodecane, 2-methyl-
43
5000 i1 AU SRS B
22.80 23.00 23.20 23.40
99 141 m/z 71.10 52.70%
2 l 169
0 |"”' L S U SN N WU S
m/z--> 0 50 100 150 200 250 300 350
Abundance #202667: Hexadecane, 8-hexyl-8-pentyl-
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 40.07%
281 309
113
ol 3L LT 189,197 225 g5 | | |
m/z--> 0 50 100 150 260 250 300 350 '
Abundance #71400: Tetradecane, 2-methyl- A I s L e
57 22.80 23.00 23.20 23.40
m/z 55.10 18.01%
5000 g5
29
| I 13 09 o
oLz L by ‘.W‘..,....u T e e
m/z--> 0 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40

8270-BG092519.M Fri Oct 18 17:17:34 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.37 11.11 ng 649390 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 trans-Farnesol 222 C15H260 000106-28-5 78
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 64
Abundance Scan 3452 (23.372 min): BG043265.D (-3445) (-) m/z 69.10 100.00%
60
5000 }
41 SRS SR Il SEP LRSI
149 23.00 23.20 23.40 23.60
N 'I 4 ll AC AT 217 243 273 209 841367395 | Tnz7 g81.10  51.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
5000 41 USSR DARRURE
23.00 23.20 23.40 23.60
95 m/z 41.10 24 .72%
o | i ﬂ 4 ﬂ 161 191 217 273299 341 367 410
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 68.10 13.84%
41
0 L i ;1@ A 163 191 217 245 273299 341 367 410
R T LY UL LR AL SRR S
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol
69 23.00 23.20 23.40 23.60
m/z 95.10 13.65%
5000 41
Jg 136
o200 4 i | li @16 161 191 222
m/z--> 50 100 1&'30 200 250 300 350 400 2300 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101719\
Data File : BG043265.D

Aca On : 17 Oct 2019 17:05

Operator :© JU

Sample - K5337-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.98 2.67 ng 156064 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Tritriacontane 465 C33H68 000630-05-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3555 (23.978 min): BG043265.D (-3550) (-) m/z 57.10 100.00%

i

5000 85
113141 23.60 23.80 24.00 24.20 24.40
169197224951 281 323 388 429 492

oL, .-.l, A g G0 SR L S 356 388 A m/z 71.10 67.11%

m/z--> 50 100 150 200 250 300 350 400 450

Abundance #129490: Eicosane
57
85

5000 TTTT LI L L L ™1

23 60 23. 80 24 00 24. 20 24. 40
m/z 43.10 49_.81%

. 29] J 11141169197225253282
...,....,....,....,....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223851: Hentriacontane
RN e e
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 41 .31%

113
141 169 197 225 253280 309 351 379 407 436

4

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230028: Tritriacontane e e
57 23.60 23.80 24.00 24.20 24.40
m/z 99.10 20.74%
85
5000

}

|M3141168 211239 281309 351379 407 435 464

(L A LN A PV P Gl B =M

m/z--> 50 100 150 200 250 300 350 400 450 23.60 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101719\

Data File : BG043265.D

Acq On : 17 Oct 2019 17:05

Operator : JU

Sample : K5337-01 N
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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... 3.20 60.7 ng 873371 1 8.04 287729 20.0
unknown7 .57 7.57 92.9 ng 1336210 1 8.04 287729 20.0
4-Piperidinone, 2. .. 9.65 3.0 ng 60977 2 10.85 409141 20.0
Cyclopropanecarbo... 12.50 10.6 ng 217504 2 10.85 409141 20.0
unknownl16.91 16.91 8.3 ng 340954 4 17.41 816535 20.0
9-Octadecenoic ac... 18.18 3.4 ng 140000 4 17.41 816535 20.0
n-Hexadecanoic acid 18.31 16.1 ng 655520 4 17.41 816535 20.0
Octadecanoic acid 19.58 2.4 ng 124598 5 21.69 1027440 20.0
1-Docosene 21.33 9.7 ng 497161 5 21.69 1027440 20.0
Diethylene glycol... 21.41 4.0 ng 207175 5 21.69 1027440 20.0
Dodecane, 2-methyl- 23.18 2.3 ng 116347 5 21.69 1027440 20.0
Squalene 23.37 11.1 ng 649390 6 24.91 1169410 20.0
Eicosane 23.98 2.7 ng 156064 6 24.91 1169410 20.0
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