LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113792.D

Acq On : 16 Apr 2019 14:29

Operator : JU/SJ

Sample - K2414-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF040319_.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 height area % max. total
1 5.293 542 545 579 rBV 2162577 2994277 96.03% 11.121%
2 6.334 718 722 738 rBV 2429286 3076750 98.68% 11.427%
3 6.451 738 742 765 rvB 3097818 3117990 100.00% 11.581%
4 6.669 776 779 790 rvVB 712101 688084 22.07% 2.556%
5 6.828 802 806 827 rBV 2586296 2352632 75.45% 8.738%
6 7.240 872 876 907 rBV 1730587 1975953 63.37% 7.339%
7 7.957 994 998 1019 rBV 689137 851883 27.32% 3.164%
8 9.028 1176 1180 1194 rBV 3324519 3076591 98.67% 11.427%
9 9.428 1245 1248 1261 rBV 298960 332487 10.66% 1.235%
10 9.704 1291 1295 1307 rBVY 936696 878736 28.18% 3.264%

11 10.498 1426 1430 1446 rBV 1463270 1675934 53.75% 6.225%
12 11.186 1544 1547 1566 rBV 657686 824396 26.44% 3.062%
13 11.727 1636 1639 1650 rBV3 62695 117421 3.77% 0.436%
14 12.510 1769 1772 1782 rBV3 39224 83933 2.69% 0.312%
15 12.769 1812 1816 1828 rVB 2412255 2184657 70.07% 8.114%

16 13.669 1965 1969 1975 rVB 31940 32927 1.06% 0.122%
17 13.827 1992 1996 2006 rBV 725362 821910 26.36% 3.053%
18 13.980 2019 2022 2027 rVB 49400 46709 1.50% 0.173%
19 14.286 2069 2074 2077 rBV 79932 77298 2.48% 0.287%

20 14.580 2120 2124 2132 rVB 99724 104488 3.35% 0.388%
21 14.886 2172 2176 2184 rVB 167554 181430 5.82% 0.674%
22 15.239 2230 2236 2248 rBV 680772 1014193 32.53% 3.767%
23 15.621 2297 2301 2309 rVB 91604 124727 4._00% 0.463%
24 16.074 2373 2378 2389 rVB3 49774 88350 2.83% 0.328%
25 16.333 2419 2422 2430 rVB6 27039 44587 1.43% 0.166%

26 18.921 2855 2862 2870 rVBS8 55762 155940 5.00% 0.579%

Sum of corrected areas: 26924283
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041619\

BF113792.D

16 Apr 2019 14:29

JussJ

K2414-01

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113792.D

Acq On : 16 Apr 2019 14:29

Operator : JU/SJ

Sample : K2414-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 1 unknown6.45 Concentration Rank 1

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

6.45 90.63 ng 3117990 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 742 (6.451 min): BF113792.D (-738) (-) m/z 132.00 100.00%
32
5000 68
40 % 620 6.40 6.60 6.80
0 o B I m/z 68.00 40.08%
! HRSURNLIISS SRR UL SR SO L B U - - ¢
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 32.94%
0"hmH'H'IJW'I'”'I“'”I"‘W""P"'I”"I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 65.95 25.88%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132 6.20 6.40 6.60 6.80
m/z 69.00 15.40%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113792.D

Acq On : 16 Apr 2019 14:29

Operator : JU/SJ

Sample : K2414-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.85 ng 117421 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 58
Abundance Scan 1639 (11.727 min): BF113792.D (-1636) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 213
Jﬂ US| 4g107171185 207 256 11.40 11.60 11.80 12.00
0 m/z 59.90 85.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
11.40 11.60 11.80 12.00
m/z 43.00 85.00%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1140 11.60 11.80 12.00
5000 129 m/z 56.95 68.22%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid EBEEEREEEEE T
60 73 11.40 11.60 11.80 12.00
43 m/z 40.95 62.59%
5000 129
7 185 228
0 | [ | |
mz> 20 - - 50 80” 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00

8270-BF040319.M Wed Apr 17 15:12:41 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113792.D

Acq On : 16 Apr 2019 14:29

Operator : JU/SJ

Sample : K2414-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 4 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.51 2.04 ng 83933 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38
Abundance Scan 1772 (12.510 min): BF113792.D (-1769) (-) m/z 72.85 100.00%
57 73
5000 129
12.20 12.40 12.60 12.80
ol m/z 42.95 98.38%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 60 73
5000 129 AR AU AR
nmnmnmnm
185 m/z 56.90 91.34Y%
| 143167171 241 284
0 T | T I\
m/z--> Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 6073
12!20 12f4o 12!60 12!80 '
5000 129 m/z 59.90 88.16%
97 115 1571711g5 213 256
o 143 199 | 227941
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid
78 12.20 12.40 12.60 12.80
60 m/z 54.90 81.24%
s000] *2 129
185
0..|....|.. MHH:}H \‘ ‘..‘..:.L??..‘.....1.9‘9............|....|... AR RRREREE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113792.D

Acq On : 16 Apr 2019 14:29

Operator : JU/SJ

Sample : K2414-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 5 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .58 2.06 ng 104488 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2124 (14.580 min): BF113792.D (-2120) (-) m/z 57.00 100.00%

57
5000 85

141 169 211 239 267 350 14.20 14.40 14.60 14.80
Ol d b e S A m/z 71.00  69.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 [TrTrr[rrrr[rrrryprrrr|m
14.20 14.40 14.60 14.80
m/z 43.00 57 .34%
29 113 141
0 \‘ | ‘ “\ h h‘ H‘ \ \ \169 197 225 253 296
e = S e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e e
14.20 14.40 14.60 14.80
5000 85 m/z 85.00 50.48%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
o e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl- R e e
57 14.20 14.40 14.60 14.80
m/z 54.90 22.78%
- T M
113
ob3al il 141 169 210 239 267 309 336 366
e T B I AR s maa
m/z--> 50 100 150 200 250 300 350 400 1420 1440 1460 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113792.D

Acq On : 16 Apr 2019 14:29

Operator : JU/SJ

Sample : K2414-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 6 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.89 3.58 ng 181430 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2177 (14.892 min): BF113792.D (-2172) (-) m/z 57.00 100.00%

57 ”
5000 85
3 141 10 1460 14.80 15.00 15.20

ol LA AT 209 107 239 67 3w m/z 71.00 66.58%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

E

5000 85 R e e e
14.60 14.80 15. OO 15 20

m/z 43.00 60.09%

29
L h I i ‘Jlﬁ3“lﬂl 169 197 225 253 295 323 367
R e i L L et s
m/z--> 50 100 150 200 250 300 350
Abundance
57
B e
P 14.60 14.80 15.00 15.20
5000 m/z 84.95 51.64%
29 113
0 141 169 197 225 253 296
e R e e L
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane B REEE T
57 14.60 14.80 15.00 15.20
m/z 55.00 22.60%
5000 85
29 113
0 | I |y Ty, 14 ‘169 197 225 253 281 309 338
e T BT L e L LA R o o e
m/z--> 50 100 150 200 250 300 350 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113792.D

Acq On : 16 Apr 2019 14:29

Operator : JU/SJ

Sample : K2414-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.62 2.46 ng 124727 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2301 (15.621 min): BF113792.D (-2297) (-) m/z 56.95 100.00%
57
85
5000

155 ]_83 15.40 15.60 15.80 16.00
o....|,..J|||5‘35, s m/z 71.00 66.55%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LA B L L L L L L LB

15.40 15.60 15.80 16.00
m/z 43.00 58.06%

113
o2 ‘ H 141 169 197 225 267 205 365 393
S— e s
m/z--> 50 100 150 200 250 300 350
Abundance
57
M
15.40 15.60 15.80 16.00
5000 o m/z 85.00 55.52%
29
o 113 141 169 197 225 253 281 309 337 365 394
R T M R L AL LI AL S e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B !
57 15.40 15.60 15.80 16.00
m/z 55.00 24 _19%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
R G M
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113792.D

Acq On : 16 Apr 2019 14:29

Operator : JU/SJ

Sample : K2414-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 8 unknownl18.92 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.92 3.08 ng 155940 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germacra-1(10),4,11(13)-trien-12_.. 232 C15H2002 000553-21-9 45
2 (22,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 41
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 38
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 38
5 [1,3,4]0xadiazole, 2-amino-5-(4-... 179 C8H6FN30 1000316-48-2 25

Abundance Scan 2862 (18.921 min): BF113792.D (-2855) (-) m/z 94.95 100.00%

55

:

5000

18.5018.6018.7018.8018.90
m/z 54.90 89.11%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #87717: Germacra-1(10),4,11(13)-trien-12-oic acid, 6.alpha...

It

5000

18.5018.6018.7018.8018.90
m/z 109.00 80.97%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41 69
109 IIIIIIIIIIIIIIIIIIIIIIIII
18.5018.6018.7018.8018.90
5000 m/z 69.00 78.85%
163
91 136
191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- R B e AR
95 18.5018.6018.7018.8018.90
55 m/z 80.95 77.96%
- W
} 138
O.WHHPHWHJLHWHLPHWHH.”.””.”.””.”.”“.”q””“”w”  ERAREREE e RnaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 50 18 6018.7018.8018.90
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113792.D

Acq On : 16 Apr 2019 14:29

Operator : JU/SJ

Sample - K2414-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .45 6.45 90.6 ng 3117990 1 6.67 688084 20.0
n-Hexadecanoic acid 11.73 2.9 ng 117421 4 11.19 824396 20.0
Octadecanoic acid 12.51 2.0 ng 83933 5 13.83 821910 20.0
Heneicosane 14.58 2.1 ng 104488 6 15.24 1014190 20.0
Hexacosane 14.89 3.6 ng 181430 6 15.24 1014190 20.0
2-methyloctacosane 15.62 2.5 ng 124727 6 15.24 1014190 20.0
unknownl18.92 18.92 3.1 ng 155940 6 15.24 1014190 20.0
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