LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample = J5633-02

Misc :

ALS Vial : 20 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-BG101818.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 5.645 394 401 409 rBV 410685 707614 8.54% 2.294%
2 7.243 664 673 688 rBV2 286836 612266 7.39% 1.985%
3 7.625 730 738 750 rBV 798038 1454907 17.55% 4_.717%
4 8.101 811 819 831 rBV 201913 372600 4 _.50% 1.208%
5 8.424 866 874 882 rBV 695190 1269838 15.32% 4.117%

9.282 1011 1020 1029 rBV 647893 1204867 14.54% 3.907%
10.921 1291 1299 1309 rVB 285132 548292 6.62% 1.778%
rBv 88769 167579 2.02% 0.543%
12.737 1597 1608 1612 rBVY 3877816 8288143 100.00% 26.874%
13.131 1669 1675 1686 rVB 763262 1307777 15.78% 4.240%
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11 13.360 1706 1714 1724 rVB 1744882 2794389 33.72% 9.061%
12 14.735 1938 1948 1960 rVB2 491509 859926 10.38% 2.788%
13 14.928 1977 1981 1991 rVB 103657 167427 2.02% 0.543%
14 16.221 2194 2201 2210 rBV2 1362062 2142113 25.85% 6.946%
15 17.120 2348 2354 2359 rBV5 50115 89832 1.08% 0.291%

16 17.484 2407 2416 2422 rBV2 617792 1010271 12.19%% 3.276%
17 18.125 2519 2525 2534 rBV3 120455 227831 2.75% 0.739%
18 18.342 2554 2562 2574 rvv2 230820 440586 5.32% 1.429%
19 19.605 2773 2777 2785 rBv2 151523 233403 2.82% 0.757%
20 20.081 2849 2858 2870 rVB 2833531 3865719 46.64% 12.534%

21 21.374 3074 3078 3090 rVB4 69579 160143 1.93% 0.519%
22 21.768 3138 3145 3154 rVB 572593 990940 11.96% 3.213%
23 22.543 3273 3277 3288 rVB3 51230 92744 1.12% 0.301%
24 23.260 3392 3399 3404 rBvV 74280 145032 1.75% 0.470%
25 24.088 3534 3540 3549 rVB 81783 191273 2.31% 0.620%

26 25.093 3698 3711 3726 rBV3 331393 1204854 14.54% 3.907%
27 26.233 3898 3905 3916 rVB4 59871 189139 2.28% 0.613%
28 27.637 4138 4144 4155 rVB7 31831 101599 1.23% 0.329%

Sum of corrected areas: 30841104
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG037564.D

1274
3500000
3000000
2500000
2000000

1500000

1000000
7.63 8.42 .28

500000 5.65
7.24 8.10 10.92

11.40
S | S GRS | G G |y GG § S

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG037564.D

3500000

3000000 20.08

2500000

2000000

13.36

1500000
1000000

500000

04
Time--> 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: BG037564.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 25.09
23.26 24.09 /\ 26.23 27.64

O L R L AR R L e B L o e o EBAR

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\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 1 unknown7.63 Concentration Rank 2

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

7.63 78.09 ng 1454910 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 739 (7.631 min): BG037564.D (-730) (-) m/z 131.90 100.00%
32
5000 68
96 UL RN SRS LS R
47 54 61 | | B g 104 7.20 7.40 7.60 7.80 8.00
0 ..,....,....,....l'!..:,:!..,....,..':~.,....,....,.':..,....,...., [ m/z 68.00 42.41%
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
104
5000 R UL L U
7.20 7.40 7.60 7.80 8.00
3 78 m/z 133.90 32.21%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80 8.0
5000 67 m/z 66.00 27.62%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole ,./.\. R e A
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.42%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 1,2,3-Propanetriol, 1l-acetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.40 6.11 ng 167579 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3-Propanetriol. l-acetate 134 C5H1004 000106-61-6 83
2 Ethvl N-hvdroxvacetimidate 103 C4H9NO2 010576-12-2 9
3 Triacetin 218 C9H1406 000102-76-1 9
4 l1sobutvl acetate 116 C6H1202 000110-19-0 9
5 Hydroperoxide, l-methylbutyl 104 C5H1202 014018-58-7 5

Abundance Scan 1380 (11.397 min): BG037564.D (-1373) (-) m/z 43.00 100.00%
43
5000 J\\_
103 SN I S ——
61 74 86 11.00 11.20 11.40 11.60 11.80
Obrrrprrrrprrrrprrrrbr b o e || M/z 10300 26.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15023: 1,2,3-Propanetriol, 1-acetate
43
5000 L SR DL SURRURN B
11.00 11.20 11.40 11.60 11.80
103 m/z 44.00 4.91%
o 15 31 61 74 86 | 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4563: Ethyl N-hydroxyacetimidate
43
11,00 11.20 1140 11.60 11.80
5000 m/z 74.00 3.99%
75 103
s \‘ \ o8 86
R AL RAAAS A N NAAAA R RAAS) AR AL AR AL AR LA AL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #76169: Triacetin
43 11.00 11.20 11.40 11.60 11.80
m/z 61.00 3.80%
5000
103 145
0 29 61 73 86 | 116 159 \
m/z--> 10 20 30 40 50 60 70 80 do 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 4 Glycerol 1,2-diacetate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.74 302.33 ng 8288140 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol 1.2-diacetate 176 C7H1205 000102-62-5 83
2 Triacetin 218 C9H1406 000102-76-1 78
3 1.2-Ethanediol. 1-(2-ethvl-1.3.2... 244 C10H17B06 074793-16-1 28
4 1.2.3-Propanetriol. l-acetate 134 C5H1004 000106-61-6 25
5 1,2-Epoxy-3-propyl acetate 116 C5H803 006387-89-9 10

Abundance Scan 1609 (12.743 min): BG037564.D (-1597) (-) m/z 43.00 100.00%
43
5000
T 18 B 50 1780 Hog "
73 86 0 2200 S280 Lo
Ol e e 130 L 188 188 | /7 103.00  24.12%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #42786: Glycerol 1,2-diacetate
43
5000 R BARSUARAR ARAABARAE &
12:40 12,60 12.80 13.00
103 145 m/z 145.00 17.63%
15 29 61 73 86 | 1}6 | 158
m/z--> 0 20 40 60 85 100 120 140 160 180 200 220
Abundance #76168: Triacetin
43
12.40 1260 12.80 13.00
5000 m/z 116.00 8.65%
103 145
15 2g 6173 86 | 1%6 159
m/z--> 0 20 45 60 85 100 120 140 160 180 200 220
Abundance #96784: 1,2-Ethanediol, 1-(2-ethyl-1,3,2-dioxaborolan-4-yl... R R
43 12.40 12.60 12.80 13.00
m/z 115.00 6.19%
5000
99
o 29 61 73 86 J‘111124 145159 184 201 221
m/z--> 0 20 45 eb 85 100 120 140 160 180 200 220 12.40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Pyridine, 3-(1-methyl-2-pyr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.13 30.42 ng 1307780 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3-(1-methvl-2-pvrrolid... 162 C10H14N2 000054-11-5 97
2 Pvridine. 2-(l-methvl-2-pvrrolid... 162 C10H14N2 023950-04-1 94
3 Rolicvprine 244 C14H16N202 002829-19-8 40
4 2-MethvlITl1l.3.41oxadiazole 84 C3H4N20 003451-51-2 38
5 1-Aminocyclopentane hydroxamic acid 144 C6H12N202 062104-33-0 38
Abundance Scan 1675 (13.131 min): BG037564.D (-1669) (-) m/z 84.00 100.00%
4
5000
133
42 119 16 12.80 13.00 13,20 13.40
65 : - :
Ol et otk b 2950 L 145 ,||. 2 m/z 132.95  32.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32088: Pyridine, 3-(1-methyl-2-pyrrolidinyl)-, (S)-
4
5000 133 AR AL AR
161 12.80 13.00 13.20 13.40
42 119 m/z 161.00 17.72%
1528 | 6|5 0, .Ilq4 g, up 145 ]
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240
Abundance #32079: Pyridine, 2-(1-methyl-2-pyrrolidinyl)-
84
1280 13.00 13,20 13.40
5000 m/z 42.00 16.97%
133
161
o S8 200 s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97274: Rolicyprine e S  EEmmmane
84 12.80 13.00 13.20 13.40
m/z 162.00 15.04%
5000
132
4l 56 116
o 104 “ 160 227 244
m/z--> 20 40 6|0 80 1(')0 12'0 140 1('30 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818_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 6 unknownl14.93 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.89 ng 167427 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidodicarbonic acid. diethvl ester 161 C6H11NO4 019617-44-8 25
2 1.2-Ethanediamine. N-propvl- 102 C5H14N2 000111-39-7 23
3 DL-Norvaline 117 C5H11NO2 000760-78-1 12
4 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 9
5 Butanamide, 3-(2-methoxy-l-oxoet... 307 C15H21IN304 349575-71-9 9
Abundance Scan 1981 (14.928 min): BG037564.D (-1977) (-) m/z 72.00 100.00%
A
5000 45 4/\
170
88 98 e e e R
56 mmmmmmmm
141
Y S | O NV TS L. .|,?°.7.1.1,8.|. Bl NN N m/z 45.00 50.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31680: Imidodicarbonic acid, diethyl ester
45
133
5000 U SRR B DU
88 mmmmmmmm
116 m/z 44.00 45 .64%
) 59 'O 97 106 || 146 161
m/z--> 20 40 60 80 160 150 150 1éo 1éo
Abundance #4380: 1,2-Ethanediamine, N-propy!-
30 72
14.60 14.80 15.00 15.20
5000 ” m/z 170.00 27 .86%
L
0 "“I""I""I" AL BARL AN UL AL UL DURLL L B
m/z--> 20 60 80 100 120 140 160 180
Abundance #8478: DL-Norvaline LI B I
72 14.60 14.80 15.00 15.20
m/z 98.00 19.33%
5000
44
Una '|""NM'NM|" '|""|"}}T""|""|""|'
m/z--> 20 40 60 80 100 120 140 160 180 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.12 4_.51 ng 227831 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 92
2 Benzenamine. N.N-diethvl-4-(2-ni... 220 C12H16N202 064462-51-7 42
3 Thiophene. 2-(4-nitrophenvl)- 205 C10H7NO2S 059156-21-7 38
4 3-Mercapto-4-phenvl-5-ethvl-1.2.._.. 205 C10H11N3S 029448-76-8 35
5 2,4-Diamino-6-nitroquinazoline 205 C8H7N502 007154-34-9 30

Abundance Scan 2524 (18.119 min): BG037564.D (-2519) (-) m/z 105.00 100.00%

25

5000 57
41 91 Tryrrrryrrrryrrrrrrrrr
‘ 77 | 17.80 18.00 18.20 18.40
Ol Ll m/z 57.00 42.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 LA L L L L L L LN L |
175 17.80 18.00 18.20 18.40
9 189 | 220 m/z 204.95  35_45Y%
109
i | 135 161 233 261
o ....|..'.| |.I|.I. ||||| I|||| .|I|.I |||lI| |u||.| Ll I||.| . 276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77116: Benzenamine, N,N-diethyl-4-(2-nitroetheny!)-
205
17.80 18.00 18.20 18.40
5000 m/z 55.00 29.77%
130 220
29
‘ 7 158
174
0 .‘l‘..‘,‘l.‘..‘,‘...“:“,..w..“w AN Tl Pl N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #65012: Thiophene, 2-(4-nitrophenyl)- T T
115 205 17.80 18.00 18.20 18.40

m/z 91.00 26.07%

5000

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 8 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.34 8.72 ng 440586 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 78
Abundance Scan 2562 (18.342 min): BG037564.D (-2554) (-) m/z 73.00 100.00%
43 o
5000 129 j&\mu&
97 115 213 NSNS SRR AR
123711185 09 | 207 26, 18.00 18.20 18.40 18.60
0 m/z 59.95 87.63%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60
5000 129 ARV SRS AR
83 mmmmmmmm
. 213 m/z 43.00 87.60%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73
18,00 18.20 18.40 1860
5000 m/z 57.00 81.32%
0‘
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid  REaEE B e o
73 18.00 18.20 18.40 18.60
43 5 m/z 55.00 67.08%
0 o e S

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\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.61 4.62 ng 233403 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2778 (19.611 min): BG037564.D (-2773) (-) m/z 43.00 100.00%

48

5000
19.20 19.40 19.60 19.80 20.00
0 m/z 60.00 96 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid

73

5000
19.20 19.40 19.60 19.80 20.00

m/z 73.00 93.63%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
4 73
T T T T T
19.20 19.40 19.60 19.80 20.00
5000 129 m/z 57.00 90.38%
2 t‘u
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid A B
43 60 19.20 19.40 19.60 19.80 20.00
m/z 55.00 69.67%
5000 129
0’ LI e i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80 20.00

8270-BG101818 .M Fri Oct 26 14:24:24 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Octacosanol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.37 3.23 ng 160143 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosanol 410 C28H580 000557-61-9 87
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 86

3 1-Octadecene 252 C18H36 000112-88-9 83
4 Triacontvl acetate 480 C32H6402 041755-58-2 83
5 17-Pentatriacontene 491 C35H70 006971-40-0 83
Abundance Scan 3077 (21.368 min): BG037564.D (-3074) (-) m/z 57.00 100.00%
57
5000 83
J 2100 2120 2140 2160
152 185206 245 287 307 . . . .
I I l'h---'k.-.' ek DU ML= B m/z 43.05 76.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57
5000 LA L L L L L L L I
21.00 21.20 21.40 21.60
125 m/z 55.00 59.82%
29
oL L, l 1153 181 209 236 264 202 322 _ 364 392
R T
m/z--> 50 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
R EAREEEEmEsma
83 21.00 21.20 21.40 21.60
5000 m/z 83.00 49 _.10%
111
29 169
ol b L h ) 1330 T 210238 o83 434
——
m/z--> 50 100 150 200 250 300 350 400
Abundance #104184: 1-Octadecene R e e e e
57 21.00 21.20 21.40 21.60
83 m/z 69.00 47 .42%
5000
29 111
o J 1 ' [ 139 168 106 224 252
—— e R EAREEEEmEsma
m/z--> 50 100 150 200 250 300 350 400 2100 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.26 2.93 ng 145032 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 3399 (23.260 min): BG037564.D (-3392) (-) m/z 57.00 100.00%

5000 85

:

113 141 23.00 23.20 23.40 23.60
183 211 253 281 356
ol LAWY 183 on 25326 sr 36 27105 62.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LI I I B

23.IOO 23.I20 23.I40 23!60
m/z 43.00 59.46%

29 113
oL I 77,141 169 197 225 253 295 323 367
e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
R B A R o o
23.00 23.20 23.40 23.60
5000 85 m/z 85.10 45.06%
29 113
oL Iyl 770,141 169 197 225 253 281 309 338
L B O A e B e e AR man ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane L B g IR
57 23.00 23.20 23.40 23.60
m/z 55.00 25.94%
5000
85
29 13 g4
oL2 ||y |7y, 141 169 197 225 253 280 309 351 379 407 436
B B s o e e e i e e ! AR L
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 12 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .09 3.18 ng 191273 Perylene-d12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
3 Octadecane 254 C18H38 000593-45-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3540 (24.088 min): BG037564.D (-3534) (-) m/z 57.00 100.00%
q7
5000 85 AN“ANN\MMqhmAJ/\\_“F_NLNﬂwhwﬁ_w
AN SN SR B
113 207 23.80 24.00 24.20 24.40
141 169 281
N ,I A 09, 7225 200 28 s 571 00 60.37%
m/z--> 0 50 100 150 200 250 300
Abundance #117637: Nonadecane
g7
85
5000 IR AR AR A AR
Bmmmmmmm
29 m/z 43.00 60.28%
ol At 60 o7 28
m/z--> 0 50 100 150 200 250 300
Abundance #117649: Octadecane, 2-methyl-
g7
| 23.80 24.00 24.20 2440
5000 85 m/z 85.00 44 _97%
29 225
o2 | } | | M 14 169 97 | 25379
m/z--> 6 55 160 1%0 260 2éo 360 '
Abundance #105885: Octadecane e R aeaa
57 23.80 24.00 24.20 24.40
m/z 55.00 21.71%
5000 85
29
. Ll M 141 169 197 05 254
m/z--> c') 5'0 1(')0 150 200 25'30 3(')0 ' 23 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037564.D

Aca On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample : J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

26.23 3.14 ng 189139 Perylene-d12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 72
2 Docosane 310 C22H46 000629-97-0 64
3 Hentriacontane 437 C31H64 000630-04-6 64
4 Heptacosane 380 C27H56 000593-49-7 58
5 Hexacosane 366 C26H54 000630-01-3 52

Abundance Scan 3905 (26.233 min): BG037564.D (-3898) (-) m/z 57.00 100.00%

111 26.00 26.20 26.40 26.60
34155 194 225 253 341
ol b d d A f 7y 334155, 194 225288 s w/z 71.00  54.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
5000 LI N N I I B N N O B

I T T T
26.00 26.20 26.40 26.60

m/z 85.00 46.39%

141 169 197 225 254

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57
R e e T
26.00 26.20 26.40 26.60
5000 85 m/z 43.00 44 _68%
29
oL ||y ) M8 141 160 197 225 253 281 310
A B A L A T e !
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane T
57 26.00 26.20 26.40 26.60
m/z 55.00 18.92%
5000
85
29 13 141
L2 | L)1 |77, 141 169 107 205 253 280 309 351 379 407 436
A A A e e R B B
m/z--> 50 100 150 200 250 300 350 400 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102518\
Data File : BG037564.D

Acq On : 26 Oct 2018 4:07

Operator : JU/SJ

Sample - J5633-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
unknown7 .63 7.63 78.1 ng 1454910 1 8.11 372600 20.0
1,2,3-Propanetrio... 11.40 6.1 ng 167579 2 10.93 548292 20.0
Glycerol 1,2-diac... 12.74 302.3 ng 8288140 2 10.93 548292 20.0
Pyridine, 3-(1-me... 13.13 30.4 ng 1307780 3 14.73 859926 20.0
unknownl14 .93 14.93 3.9 ng 167427 3 14.73 859926 20.0
7,9-Di-tert-butyl... 18.12 4.5 ng 227831 4 17.48 1010270 20.0
n-Hexadecanoic acid 18.34 8.7 ng 440586 4 17.48 1010270 20.0
Octadecanoic acid 19.61 4.6 ng 233403 4 17.48 1010270 20.0
Octacosanol 21.37 3.2 ng 160143 5 21.77 990940 20.0
Hexacosane 23.26 2.9 ng 145032 5 21.77 990940 20.0
Nonadecane 24.09 3.2 ng 191273 6 25.10 1204850 20.0
Octadecane 26.23 3.1 ng 189139 6 25.10 1204850 20.0
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