LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113774.D

Acq On : 15 Apr 2019 20:34

Operator : JU/SJ

Sample - K2390-03

Misc :

ALS Vial : 14 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 5.287 541 544 573 rBV 1485313 2089460 81.93% 9.076%
2 6.328 717 721 738 rBV 1636355 2246199 88.08% 9.757%
3 6.445 738 741 758 rVB 2249008 2249980 88.23% 9.773%
4 6.669 776 779 793 rVB 657453 627674 24.61% 2.726%
5 6.828 802 806 825 rvB 1706890 1753539 68.76% 7.617%
6 7.239 872 876 902 rBV 1125495 1394654 54.69% 6.058%
7 7.951 994 997 1019 rBVY 613770 799047 31.33% 3.471%
8 9.028 1176 1180 1193 rBV 2852733 2550169 100.00% 11.077%
9 9.428 1245 1248 1261 rBV 192770 220693 8.65% 0.959%
10 9.704 1291 1295 1307 rVB 905113 894090 35.06% 3.884%

11 10.492 1426 1429 1446 rBV 1288780 1502754 58.93% 6.527%
12 11.186 1544 1547 1555 rBV 930590 962585 37.75% 4.181%
13 11.721 1635 1638 1651 rBV 186509 253983 9.96% 1.103%

14 12.410 1752 1755 1760 rBV 21371 36860 1.45% 0.160%
15 12.504 1768 1771 1784 rBV 49156 91540 3.59% 0.398%
16 12.763 1811 1815 1825 rBV 2380465 2244215 88.00% 9.748%
17 13.663 1965 1968 1973 rBV 43430 42698 1.67% 0.185%
18 13.798 1982 1991 1992 rBV 47451 84134 3.30% 0.365%
19 13.827 1992 1996 2007 rVB 616478 794397 31.15% 3.451%
20 13.980 2019 2022 2025 rBV 57420 48138 1.89% 0.209%

21 14.286 2069 2074 2077 rBV 129430 137357 5.39% 0.597%
22 14.439 2098 2100 2111 rVB 13850 31105 1.22% 0.135%
23 14.574 2120 2123 2127 rVB 130965 123576 4._.85% 0.537%
24 14.645 2131 2135 2139 rVB 188508 183526 7.20% 0.797%
25 14.886 2172 2176 2181 rVB 212674 235002 9.22% 1.021%

26 15.233 2230 2235 2246 rBV 654791 936210 36.71% 4._.067%
27 15.621 2296 2301 2306 rVB 169538 232589 9.12% 1.010%

28 15.727 2316 2319 2324 rVB2 31499 43337 1.70% 0.188%

29 16.068 2373 2377 2382 rBV 57997 91289 3.58% 0.397%

30 16.598 2463 2467 2475 rVB2 33390 59307 2.33% 0.258%

31 16.756 2490 2494 2500 rBV 36151 61951 2.43% 0.269%
Sum of corrected areas: 23022058
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113774.D

Acq On : 15 Apr 2019 20:34

Operator : JU/SJ

Sample - K2390-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113774.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113774.D

Acq On : 15 Apr 2019 20:34

Operator : JU/SJ

Sample - K2390-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 unknown6.45 Concentration Rank 1

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

6.45 71.69 ng 2249980 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 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 742 (6.451 min): BF113774.D (-738) (-) m/z 131.90 100.00%
5000 68
0 st || g Tisns | o oo ok ek
o gL | wens o m/z 67.95 35.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 133.90 33.23%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 65.95 22.58%
41 97
53
29 117
88 | 106
L B S UL WL WL S WU
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 13.45%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF040319.M Tue Apr 16 06:28:32 2019

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113774.D

Acq On : 15 Apr 2019 20:34

Operator : JU/SJ

Sample - K2390-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.72 5.28 ng 253983 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1638 (11.721 min): BF113774.D (-1635) (-) m/z 73.00 100.00%
60 78
5000 129 A\\\»
7 115 213 L B o e e S
01 14313717185 109 | 507 256 11.40 11.60 11.80 12.00
o} m/z 43.00 94 _.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 R SRS U DN
umnmnmnm
m/ 59.90 88.98Y%
143157171185 | 213 ‘ 0
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11,60 11.80 12.00
5000 129 m/z 57.00 81.23%
29 87
115 | 143 199 242
101 185
|15 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #72648: Tridecanoic acid R e et
60 78 11.40 11.60 11.80 12.00
m/z 54.95 72.43%
43
5000
129
29 ‘ s 171185 214 LLWNWW_-M~M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113774.D

Acq On : 15 Apr 2019 20:34

Operator : JU/SJ

Sample - K2390-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.46 ng 137357 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2075 (14.292 min): BF113774.D (-2069) (-) m/z 57.00 100.00%
57
85
5000
| 13 141 169 908 083 114,00 14.20 14.40 14.60
oLl St S m/z 70.95 64.36%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 R AR SR B B
14.00 14.20 14.40 14.60
m/z 84.95 52.46%
29 118 441
0 Ll M | 77169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 250 360 3éo '
Abundance
57
o 114,00 14.20 14.40 14.60
5000 m/z 42.95 51.66%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance #175559: Tetracosane A EEaEE RS
57 14.00 14.20 14.40 14.60
m/z 99.05 17 .59%
85
5000
0 i “\‘ | 1,241 169 197 225 253 338
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&'30 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113774.D

Acq On : 15 Apr 2019 20:34

Operator : JU/SJ

Sample - K2390-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.64 ng 123576 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane 310 C22H46 000629-97-0 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2122 (14.568 min): BF113774.D (-2120) (-) m/z 56.90 100.00%
g7
5000 85
127 14.20 14.40 14.60 14.80
1 152169 189 221 265282
Ol A 22 A e M/Z 43.00  65.05%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #129492: Eicosane
57
5000 L B BN B SR B
85 mmmmmmmm
29 m/z 71.00 61.90%
ol ‘ || 18 141 ge9 107 225 253 282
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57
o 14.20 1440 14.60 14.80
5000 m/z 85.00 42 .74%
29 113

141 169 197 225 o253 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane ST T T
57 14.20 14.40 14.60 14.80
m/z 54.95 22 .52%
5000 85
29 113
o | % 141 160 197 225 253 281 309 338
Frprr e e e e e e e R REaRE EaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113774.D

Acq On : 15 Apr 2019 20:34

Operator : JU/SJ

Sample - K2390-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 6 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.92 ng 183526 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 91
4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 2134 (14.639 min): BF113774.D (-2131) (-) m/z 69.00 100.00%
69 q
5000
4 ERA DAL B B B
121 14.40 14.60 14.80 15.00
149
ol by gFP 75 205 231 281302 34l | st g0 95 51.610%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4! ERIR IR B BRI SR
14.40 14.60 14.80 15.00
m/z 41.00 25.44%
9 137
oLl o 407 1 161 191217 273200 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
' 14.40 1460 14.80 15.00
5000 m/z 95.00 14 _70%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L e e
69 14.40 14.60 14.80 15.00
m/z 67.90 11.47%
5000 41
93
’ h 136
ol b b 1y ) 20T 192 231 273 815341 384
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113774.D

Acq On : 15 Apr 2019 20:34

Operator : JU/SJ

Sample - K2390-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.02 ng 235002 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2177 (14.892 min): BF113774.D (-2172) (-) m/z 56.95 100.00%
57
85 ﬁ
5000
R R L SO B
155 211 14.60 14.80 15.00 15.20
ol L b |I LA 188 2t 289 o8 m/z 70.95 68.34%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LR R DU U B
mmmmmmmm
29 m/z 43.00 56.86%
0 \‘ Jl h Il u‘ 1:}3 \141 169 197 225 254
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 84.95 54_04%
. 29 13 141 169 107 205 253 205 323 367
m/z--> 55 160 150 260 250 360 3éo
Abundance #209566: Octacosane R REEEE L e LSS
57 14.60 14.80 15.00 15.20
m/z 54.95 23.18%
N T W
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113774.D

Acq On : 15 Apr 2019 20:34

Operator : JU/SJ

Sample - K2390-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.62 4.97 ng 232589 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2301 (15.621 min): BF113774.D (-2296) (-) m/z 57.00 100.00%

57
5000 8

15.40 15.60 15.80 16.00

141 169 197
ol JIU.',-...,...2:?9,..2?1.,....,....,... m/z 71.00 65.57%
miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 LA B L L L L L L LB
15.40 15.60 15.80 16.00
- m/z 43.00 55.79%
ol ] ‘ L o 141 169 197 225 253 281 309 337 365 394
T B T e B N
miz--> 5 100 150 200 250 300 350 400
Abundance
57
B
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 50.76%
113 941
o2 169 197 225 253 281 309 337 365 393 422
T T T T T T T T T T T T T
miz--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane N ARREE EEEE S e s
57 15.40 15.60 15.80 16.00
m/z 55.00 21.20%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
e  E e e S R R e
miz--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113774.D

Acq On : 15 Apr 2019 20:34

Operator : JU/SJ

Sample - K2390-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
Quant Title : 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 71.7 ng 2249980 1 6.67 627674 20.0
n-Hexadecanoic acid 11.72 5.3 ng 253983 4 11.19 962585 20.0
Octacosane 14.29 3.5 ng 137357 5 13.83 794397 20.0
Eicosane 14.57 2.6 ng 123576 6 15.23 936210 20.0
Squalene 14.64 3.9 ng 183526 6 15.23 936210 20.0
Hexacosane 14.89 5.0 ng 235002 6 15.23 936210 20.0
Triacontane 15.62 5.0 ng 232589 6 15.23 936210 20.0
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