LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031219\
Data File : BG039887.D

Aca On : 12 Mar 2019 23:31

Operator : JU/SJ

Sample : K1824-07

Misc :

ALS Vial : 19 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-BG030419.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

3.208 15 20 28 rBv2 64451 132058 4_.90% 0.860%
3.278 28 32 42 rVB 45322 69646 2.59% 0.454%
rBv 21076 31470 1.17% 0.205%
5.699 437 444 459 rVB 717132 1133409 42.10% 7.383%
7.296 709 716 727 rBV 725780 1277697 47.45% 8.323%
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7.678 774 781 791 rBV 703707 1193924 44 .34% 7.778%
8.154 855 862 872 rVB 155307 265263 9.85% 1.728%
rBv 467477 803694 29.85% 5.236%
9.329 1053 1062 1075 rBV 417034 754431 28.02% 4.915%
10.974 1333 1342 1350 rBV 211830 378262 14.05% 2.464%
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11 13.400 1748 1755 1766 rBV 1041286 1570960 58.35% 10.234%
12 14.216 1887 1894 1902 rBV 68887 101242 3.76% 0.660%
13 14.775 1981 1989 2001 rVvB3 330050 549680 20.42% 3.581%
14 16.261 2236 2242 2259 rBV 902605 1366776 50.76% 8.904%
15 17.524 2450 2457 2465 rBV 466334 717529 26.65% 4.674%

16 18.376 2595 2602 2611 rBV2 49154 89080 3.31% 0.580%
17 20.114 2892 2898 2908 rVB 2052765 2692459 100.00% 17.540%
18 21.401 3110 3117 3136 rBV 93230 235025 8.73% 1.531%
19 21.806 3179 3186 3194 rBV 504113 870896 32.35% 5.673%

20 21.953 3204 3211 3216 rBv4 17595 28318 1.05% 0.184%
21 22.582 3313 3318 3323 rBV3 22069 33397 1.24% 0.218%
22 23.292 3433 3439 3445 rBV3 30463 56662 2.10% 0.369%
23 24.127 3575 3581 3587 rVB2 30201 63510 2.36% 0.414%
24 25.172 3742 3759 3775 rVB2 261112 866862 32.20% 5.647%
25 26.282 3941 3948 3949 rBV5 19916 32148 1.19% 0.209%
26 27.704 4181 4190 4198 rBV6 12852 36249 1.35% 0.236%
Sum of corrected areas: 15350647

8270-BG030419.M Wed Mar 13 18:41:22 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG031219\
Data File : BG039887.D

Aca On : 12 Mar 2019 23:31

Operator : JU/SJ

Sample . K1824-07

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419.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: BG039887.D
2000000

1500000

1000000
5.70 7.30 7.68

500000 8.48 9.33

2 8.15 J\ 10.97
Ry 431

T T L

Time--> 3.50 4.00 450 5. OO 5. 50 6. OO 6. 50 7. OO 750 8.00 850 9.00 9.50 10.00 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG039887.D
2000000 20.11

1500000

13.40
1000000 16.26

500000 17.52 21.81

14.77

14.22 18.38 21,40 1.95 2258

o L L S L s B

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: BG039887.D
2000000

1500000

1000000

500000
25.17
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R e A e R R mmmna L

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\BG031219\
Data File : BG039887.D

Aca On : 12 Mar 2019 23:31

Operator : JU/SJ

Sample : K1824-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 5

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

3.28 5.25 ng 69646 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 32 (3.278 min): BG039887.D (-28) (-) m/z 73.15 100.00%

73
5000 43
55 87

36 67 3.203.30 3.403.50 3.60 3.70
R o W X R 8 N m/z 43.15 41.82%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
B

43 55 3.203.303.403.50 3.60 3.70
87 m/z 55.15 27.14%
I 49| 1 67, _—
B e R L e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 3.203.303.403.50 3.60 3.70
5000 m/z 87.15 23.78%
15 M‘ ‘ ‘ I ‘ | 67 \‘ . 97
T B R o e e RN mE i
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
73 3.203.303.403.50 3.60 3.70

m/z 41.20 10.98%

5000
45
29
L 55 67 | 101
SRS oSSl 1 SN MRS ] VP MMM BMBE LS.

m/z--> 10 20 30 40 50 60 70 80 90 100 3.203.303.403.503.603.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031219\
Data File : BG039887.D

Aca On : 12 Mar 2019 23:31

Operator : JU/SJ

Sample : K1824-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.68 Concentration Rank 1

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

7.68 90.02 ng 1193920 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 781 (7.678 min): BG039887.D (-774) (-) m/z 132.10 100.00%
132
5000 68
96 R R I I
40 54 o ‘| B g | 103 7.40 7.60 7.80 8.00
e b | M/Z 68.15 44.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 AT
7.40 7.60 7.80 8.00
o6 104 m/z 134.15 31.86%
14 27 37445158 0 T g9 g7 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
740 7.60 7.80 8.00
5000 67 m/z 66.15 30.53%
41 97
‘ 53 2 117
sl el (e ) 0 [z )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e EARAREN TR
132 7.40 7.60 7.80 8.00
m/z 69.15 17.26%
5000
33 44 o g7 105
| st P | | ns |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031219\
Data File : BG039887.D

Aca On : 12 Mar 2019 23:31

Operator : JU/SJ

Sample : K1824-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.38 2.48 ng 89080 Phenanthrene-d10 17.52
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 83
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2603 (18.381 min): BG039887.D (-2595) (-) m/z 73.15 100.00%
43 5o M
5000 129
97 213
115 157171 4gs5 227 256 18.00 18.20 18.40 18.60
m/z 43.15 87.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129

18.00 18.20 18.40 18.60

m/z 60.15 82.93%
213
Ju 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73
43 18.00 18.20 18.40 18.60
5000 m/z 57.25 79.32%
129
29 ‘ T7 115 171185 214
01 ‘
..1.5,.J..‘,».\..w.q\».‘.,\m..?m,»..m,.\.w..,\.l.?%,..;.,.»..1.98...\.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43 60 73 18.00 18.20 18.40 18.60
m/z 41.15 72.20%
29
5000
129 242
7 199
01115 ‘ 143 185
il [ | s o |
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\BG031219\
Data File : BG039887.D

Aca On : 12 Mar 2019 23:31

Operator : JU/SJ

Sample : K1824-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 7 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.40 5.40 ng 235025 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 Octacosanol 410 C28H580 000557-61-9 93
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
Abundance Scan 3117 (21.401 min): BG039887.D (-3110) (-) m/z 57.15 100.00%
57
83
5000
‘ 111
139 21.00 21.20 21.40 21.60 21.80
—_— AAnCaer 16 80 87 | “m/z 55.15  93.71%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
21.00 21.20 21.40 21.60 21.80
29 111 m/z 43.15 84 .19%
LI L 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 '
Abundance #151538: 1-Docosene
55
97 21.00 21.20 21.40 21.60 21.80
5000 m/z 83.25 76 .84%
29
‘ les
Ll )y | 158 181 308
m/z--> 50 100 150 200 250 300 350 '
Abundance #215904: Octacosanol
57 21.00 21.20 21.40 21.60 21.80
97 m/z 69.15 57.43%
5000
125
%?‘ A l ;153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 ' 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG031219\
Data File : BG039887.D

Acq On : 12 Mar 2019 23:31

Operator : JU/SJ

Sample - K1824-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.28 5.3 ng 69646 1 8.15 265263 20.0
unknown7 .68 7.68 90.0 ng 1193920 1 8.15 265263 20.0
n-Hexadecanoic acid 18.38 2.5 ng 89080 4 17.52 717529 20.0
5-Eicosene, (E)- 21.40 5.4 ng 235025 5 21.81 870896 20.0
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