LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 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 F\METHODS\8270-BF052919 .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 5.316 542 549 552 rBY 7703859 9340244 94.82% 10.321%
2 6.340 716 723 726 rBVY 7820207 9464970 96.09% 10.459%
3 6.469 739 745 748 rBVY 9074747 9850559 100.00% 10.885%
4 6.698 780 784 787 rBVY 2679187 2351359 23.87% 2.598%
5 6.857 806 811 814 rBVY 7527119 7503823 76.18% 8.292%
6 7.257 873 879 882 rBVY 5683398 6321406 64.17% 6.985%
7 7.975 996 1001 1004 rBVY 3465821 2855650 28.99% 3.156%
8 9.051 1178 1184 1187 rBV 9460233 9351402 94.93% 10.334%
9 9.439 1246 1250 1257 rBv 1703102 1361326 13.82% 1.504%
10 9.722 1293 1298 1304 rBVY 3414534 2983756 30.29% 3.297%

11 10.504 1426 1431 1434 rBV 5671910 5432630 55.15% 6.003%
12 11.192 1544 1548 1552 rBV 2989575 2564506 26.03% 2.834%
13 11.739 1637 1641 1649 rBV 1377131 1532951 15.56% 1.694%
14 12.522 1770 1774 1783 rBV 608749 817495 8.30% 0.903%
15 12.774 1813 1817 1821 rBV 6940787 7073271 71.81% 7.816%

16 13.680 1968 1971 1977 rVB 1423031 1400184 14.21% 1.547%
17 13.816 1990 1994 1997 rBV 2279934 2058574 20.90% 2.275%
18 14.010 2024 2027 2029 rBV 373992 344984 3.50% 0.381%
19 14.310 2075 2078 2082 rBV 603116 629381 6.39% 0.695%
20 14.345 2082 2084 2090 rVB 252589 310740 3.15% 0.343%

21 14.604 2125 2128 2134 rVB 854115 861411 8.74% 0.952%
22 14.915 2178 2181 2186 rVB 827932 859836 8.73% 0.950%
23 15.204 2224 2230 2235 rVB 1558771 1995399 20.26% 2.205%
24 15.263 2237 2240 2249 rVB 703859 915523 9.29% 1.012%
25 15.662 2304 2308 2312 rBV 458558 654133 6.64% 0.723%

26 15.704 2312 2315 2323 rVB 243446 417872 4.24% 0.462%
27 15.868 2339 2343 2354 rVB2 241154 560064 5.69% 0.619%

28 16.121 2382 2386 2390 rBV2 207648 312469 3.17% 0.345%
29 16.262 2406 2410 2418 rVB 213848 369949 3.76% 0.409%

Sum of corrected areas: 90495867
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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: BF114733.D

8000000 5.32 6.34 6.86

6000000 7.26

4000000

2000000
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T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF114733.D
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4000000
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T
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Abundance TIC: BF114733.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 1 unknown6.47 Concentration Rank 1

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

6.47 83.79 ng 9850560 1,4-Dichlorobenzene-d4 6.70
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 745 (6.469 min): BF114733.D (-739) (-) m/z 132.00 100.00%
5000 68
40 % " 620 640 6.60 6.80
54 : : :
[ & | Aeus | m/z 68.10 40.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 RS R RS U
6.20 6.40 6.60 6.80
21 78 m/z 134.00 35.93%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 620 640 6.60 6.80
5000 67 m/z 66.00 26.34%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I RS e e o BAE
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.57%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN A S | SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF052919.M Mon Jun 03 04:46:09 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.74 11.96 ng 1532950 Phenanthrene-d10 11.19
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 90

Abundance Scan 1641 (11.739 min): BF114733.D (-1637) (-) m/z 73.00 100.00%

5000

—

213 A e
11.40 11.60 11.80 12.00

m/z 43.00 80.85%

157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

5

11:40 11.60 11.80 12.00
256 m/z 60.00 80.03%

5000

157 1g5 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid
73
43 T T
11.40 11.60 11.80 12.00
5000 m/z 57.10 65.71%
129
185 228
2 | ‘ | . } 14916§ 211 1
e uupu.uu.”.uu.”.u”.”.“”.uquupuq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid T
43 73 11.40 11.60 11.80 12.00
m/z 41.00 64.18%
5000 129 ’—“A\v
2 |
TR EEAREEE SRR EE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.52 7.94 ng 817495 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 1774 (12.522 min): BF114733.D (-1770) (-) m/z 73.00 100.00%
8 7B
5000 129 ‘\J{\NA_V“A
284 12120 12,40 12.60 12.80
303 328 m/z 43.00 95.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
B8, 7B
5000 129 U DA R DU
nmnmnmnm
ﬂ m/z 57.10 82.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95855: Pentadecanoic acid
43 7

£

12.20 12.40 12.60 12.80
5000 129 m/z 59.95 77 .64%

ZW |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #84453: Tetradecanoic acid P T T T
7 12.20 12.40 12.60 12.80
43 m/z 55.00 73.09%
5000 129
‘ 185 228
Tl e
K0 e AT 2 N o S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.68 13.60 ng 1400180  Chrysene-d12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Heneicosanol 312 C21H440 015594-90-8 95

2 2- Chloropropionic acid. octadec... 360 C21H41CIl02

3 n-Nonade

4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302

canol-1 284 C19H400

088104-31-8 94
001454-84-8 94
959010-23-2 93

5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1971 (13.680 min): BF114733.D (-1968) (-) m/z 83.05 100.00%
57
5000 11 m,_Jv.~N.~,_~Ax.ﬂm,.A,A«~Mw
e
I 139 13.40 13.60 13.80 14.00
168 196
o b ) a 108 190 224 248 260 31033335 | ns> 57.00 99.12%
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 L e
13.40 13.60 13.80 14.00
m/z 55.00 91.26%
29 139
Il | 7, 167 196 238 266 294
crr by bl e e R T T
miz--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83
e
13.40 13.60 13.80 14.00
5000 1 m/z 43.05 89.97%
29
139 250
LAAMLA N A o0 100 20 %0 207 a0 MLL_
miz--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 N B EE
55 83 13.40 13.60 13.80 14.00
m/z 97.10 89.38%
29
e T e R
miz--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.01 3.35 ng 344984 Chrysene-di12 13.82

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosane 282 C20H42 000112-95-8 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Octacosane 394 C28H58 000630-02-4 76
Abundance Scan 2027 (14.010 min): BF114733.D (-2024) (-) m/z 57.00 100.00%

57
85
5000
113 13.60 13.80 14.00 14.20 14.40
324
I ” ll lll‘}q l 185205225 248266 296 °T7 362370 | 577110 76.09%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 AR PR B B B

13. 60 13. 80 14. 00 14. 20 14. 40

m/z 43.00 65.57%
2Ll A 1] .I iy 1‘.” 169 197 225 253 282
] o T e
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
A EEE TS
85 13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 54 _.89%
29 113
L4 1M1 160 107 225 g 206
— e 7
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane A EEE TS
57 13.60 13.80 14.00 14.20 14.40
m/z 41.05 26.23%
113
29 | | | | |7iT 141 169 197 226
— =t —— 7 S Ra e EEREE RS
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .31 6.11 ng 629381 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octacosane 394 C28H58 000630-02-4 93
3 Octadecane 254 C18H38 000593-45-3 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2078 (14.310 min): BF114733.D (-2075) (-) m/z 57.00 100.00%
g7
5000
UL UL BRI B
113
oL LA R0 300 107 225 259 soeos sussagrsar - pemR2eZasi0 1m0
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 L BRI BULRLL UL B
mmmmmmmm
m/z 43.05 63.36%
29 13 ym
L |7y, 169 107 225 253 282
m/z--> 55 160 150 260 250 360 3%0 460
Abundance #209566: Octacosane
57
14.00 14.20 14.40 14.60
5000 a5 m/z 85.10 53.52%
29 113
l Ty, 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 1%0 260 2éo 360 3%0 460
Abundance #105885: Octadecane L B
57 14.00 14.20 14.40 14.60
m/z 55.00 24 .76%
2000 & MJLM’\JAMA‘M/‘
J L) M 141 169 197 05 254
m/z--> 50 1(')0 1&1;0 2(')0 2éo 300 350 4(')0 14. 00 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 4-Fluorobenzoic acid, 2-eth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.34 3.02 ng 310740 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02 1000279-06-0 50
2 4-Fluorobenzoic acid. 2.3.4.6-te... 352 C13H5CI4F02 1000355-68-1 50
3 4.4"-Difluorobenzil 246 C14H8F202 000579-39-5 49
4 4-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 1000299-15-1 49
5 Methyl 2-fluorobenzoate 154 C8H7F02 000394-35-4 47
Abundance Scan 2083 (14.339 min): BF114733.D (-2082) (-) m/z 123.10 100.00%
3
5000
259 ogg 322 357 14.00 14.20 14.40 14.60
23 38 'm/z 95.00 54.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102311: 4-Fluorobenzoic acid, 2-ethylcyclohexyl ester
1‘ 3
5000 95 R DR S B UL
14. 00 14. 20 14.40 14.60
N m/z 81.00 43.28%
Jl¢#h“ﬂhn T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #184775: 4-Fluorobenzoic acid, 2,3,4,6-tetrachlorophenyl este
123
14.00 14.20 14.40 14.60
5000 m/z 109.10 28.43%
95
50 75 \ 143166 203 232 354
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #99039: 4,4'-Difluorobenzil LI LI L B LR
123 14.00 14.20 14.40 14.60
m/z 67.00 27 .24%
5000 95
75
27 0 188 246
m/z--> 5'0 1(')0 1&'30 200 251,0 300 3&1,0 400 14. 00 14. 20 14. 40 14|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.60 8.63 ng 861411 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2127 (14.598 min): BF114733.D (-2125) (-) m/z 57.05 100.00%
57
5000 8
113 141 14.20 14.40 14.60 14.80 15.00
ol ,}. |,k 169 197218230250 295315 354 388 | pm 7110 75. 4
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AR DA BB ISR B
85 1420 14.40 14.60 14.80 15.00
‘ m/z 43.00 66 .57%
2901 | | ;118 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.10 51.48%
113
3 l LA 00 107 P g7 04 393 32
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane B B e s m T R
57 14.20 14.40 14.60 14.80 15.00
m/z 41.00 23.88%
5000 85
29 ] I | ulj3‘141 169 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 1420 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .92 8.62 ng 859836 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Tetracosane 338 C24H50 000646-31-1 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2182 (14.921 min): BF114733.D (-2178) (-) m/z 57.05 100.00%
57
85
5000
| |1T3 4 169 197 239 267 309330351 383 414 1460 14.80 15,00 1520 _
ol b g el 209 207309330351 383 m/z 71.10 78.66%

m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane

14,60 14.80 15.00 15.20
m/z 85.10 61.17%

5000

324

141 169 197 239 267 205

m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
R e R RRAR
85 14.60 14.80 15.00 15.20
5000 m/z 43.10 59.78%
35 A | 14 169 197 225 253 281 309 338
....,. A A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane AR e R RR
57 14.60 14.80 15.00 15.20
m/z 99.05 20.63%
85
5000
29 113
il |T[i141,160 197 225 253 206

m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Tridecane, l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.26 9.18 ng 915523 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 2240 (15.263 min): BF114733.D (-2237) (-) m/z 57.00 100.00%
57
85
5000
141 169 15.00 15.20 15.40 15.60
N ﬂ J s 97 225 253 280 311332 361 399 | 57771 10 79.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 LI B B B L
85 15.00 15.20 15.40 15.60

m/z 43.00 59.75%
|| (113 141 169 197 205 253 281 323 351 380

29
T .I T I 11T I LI I T T 1T I L L I L I L I T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
A R A
15.00 15.20 15.40 15.60
5000 85 m/z 85.05 58.14%
113
29 | ] B s 169 107 225 267 295 365 393
— T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane B B R e e
57 15.00 15.20 15.40 15.60
m/z 55.00 21.86%
85
5000
29 113
Ly J | /141,169 197 225 253 296
el I e e T A R A
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Heptadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.66 6.56 ng 654133 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Octadecane 254 C18H38 000593-45-3 94
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2308 (15.662 min): BF114733.D (-2304) (-) m/z 57.00 100.00%
g7
85
5000
LI IR DU SURRURN SR
141 169 15.40 15.60 15.80 16.00
ol ,I. LA, 1| ;I L[S0 A97 225 | 267 295317337 363384 428 | 177 71.05  75.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175560: Tetracosane
g7
85
5000 LN LIS BULRUL SUNRULE IR
15.40 15.60 15.80 16.00
141 160 m/z 43.00 58.87%
29 338
2L ﬂhuﬂmm@@mmwm
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
15.40 15,60 15.80 16.00
5000 85 m/z 85.10 56.46%
29
L 12 4 300 107 225 254
m/z--> 50 100 150 200 250 300 350 400
Abundance #105894: Heptadecane, 2-methyl- B B B
43 15.40 15.60 15.80 16.00
m/z 55.00 21.96%
5000
71
L J | % 127 155 183 211 239
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 9-Tricosene, (2)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.70 4.19 ng 417872 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
2 Cvclopentadecane 210 C15H30 000295-48-7 87
3 1-Docosene 308 C22H44 001599-67-3 86
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 83
5 Behenic alcohol 326 C22H460 000661-19-8 81
Abundance Scan 2314 (15.698 min): BF114733.D (-2312) (-) m/z 97.10 100.00%
6o | I
43
5000
T 15.40 15.60 15.80 16.00
207 232 281 309 335358 384 : : :
259 WA ALY nz 83.10  99.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163019: 9-Tricosene, (2)-
g5 83
5000 111 A BN BN SURRAL
1540 15.60 1580 16.00
29 m/z 69.10 79.85%
139 322
l 167 195 222 262 294 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83 15.40 15.60 15.80 16.00
5000 m/z 57.10 71.73%
29 111
d \ ‘ L |139 182 2}0
mz-> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene B e S e o
55 1540 15.60 1580 16.00

m/z 43.10 62.15%

97
5000
29
125
[ ‘ } g l A153 181 308

m/z--> 50 100 150 200 250 300 350 400 15. 40 15. 60 15. 80 16. OO

8270-BF052919.M Mon Jun 03 04:46:14 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 28-Nor-17.beta.(H)-hopane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.87 5.61 ng 560064 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 60
2 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 43
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
4 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 27
5 17.alfa.,21.beta.-28,30-Bisnorho... 384 C28H48 1000360-26-1 27
Abundance Scan 2343 (15.868 min): BF114733.D (-2339) (-) m/z 191.10 100.00%
191
5000 95
123
a ¥ 163 o T To 1030
383 : - - :
o 229 270 299 332354 413 77 95 00 43 850
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 LA BRI UL SN SO
109 15.60 15.80 16.00 16.20
135 398 m/z 177.10 43.67%
LLbpes | 27 o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191
109 L R UL UGN AR
15.60 15.80 16.00 16.20
5000 82 m/z 81.00 33.35%
5 136
"|“J"|"”'ﬁ§%"l" LI UL UL LR WU
m/z--> 50 100 150 200 250 300 350 400
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R EEEEE RS
191 15.60 15.80 16.00 16.20
m/z 123.10 29.39%
5000 57
29
93 121 149
.“. ‘.“,‘”.”‘.“.‘ jhlml i LI 170 S — S —
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114733.D

Aca On 1 Jun 2019 3:13

Operator : HP/JU

Sample : K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Hexadecane, l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.12 3.13 ng 312469 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 96
2 Nonadecane 268 C19H40 000629-92-5 94
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2386 (16.121 min): BF114733.D (-2382) (-) m/z 57.05 100.00%
57
85
5000
113 15.80 16.00 16.20 16.40
141 169
ol L1} .l.ll, LT y? . 207 239264 290 332 365385 1 hyz 71.10  76.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000 LR BN BULRLLN BN B
15. 80 16. 00 16. 20 16.40
295 m/z 43.00 61.46%
29 Ill3 141 169
I | 177 %9 196 | 352
m/z--> §0 160 150 200 250 360 3%0 460
Abundance #117638: Nonadecane
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.05 61.11%
29
Ll 4113 141 169 197 225 268
m/z--> §0 100 1%0 260 250 300 350 400
Abundance #94344: Heptadecane LI L L L N BN |
57 15.80 16.00 16.20 16.40
m/z 99.10 19.82%
5000 85 j\\wﬁw*mAvﬁﬂj\Nwﬂywwxawdmv
29
\‘ Jl I | J \J 1:}31141 169 197 24\.0
m/z--> §0 160 1%0 260 2éo 300 350 400 1580 1600 1620 1640 '
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Data Path : Z:\SVOASRV\HP
Data File : BF114733.D
Aca On 1 Jun 2019
Operator : HP/JU

Sample - K3072-03

Misc :

ALS Vial : 18 Sample M

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

CHEMIN\BNA F\DATA\BF053119\

3:13

ultiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

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 16 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.26 3.71 ng 369949 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 70
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 68
3 (7a-l1sopropenvl-4_.5-dimethvlocta... 222 C15H260 1000187-02-9 50
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 47
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 38
Abundance Scan 2410 (16.262 min): BF114733.D (-2406) (-) m/z 191.10 100.00%
191
5000 95
69 123 163 T T e
41 16.00 16.20 16.40 16.60
218 397
4 240260280302 325 355 77 95 05 35970
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191
5000 57 IBRAARSARARSA AR NARE
16.00 16.20 16.40 16.60
0
107 149 m/z 81.00 27 .28%
|2|9|||.|||8|.1|I|||I .I|.I.|LI |i e T o
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
16,00 16.20 16.40 16.60
5000/ 28 m/z 69.10 25.01%
135 163
‘ .\...‘ \M\ e —
m/z--> 50 100 150 200 250 300 350 400
Abundance #79457: (7a-Isopropenyl-4,5-dimethyloctahydroinden-4-ylyme... I o e N AL e
191 16.00 16.20 16.40 16.60
95 m/z 123.10 24 .50%
135
s000{ 41
69
é 161
.Mﬂ,ﬁﬂld,.... S — B —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF052919.M Mon Jun 03 04:46:16 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF053119\
Data File : BF114733.D

Acq On 1 Jun 2019 3:13

Operator : HP/JU

Sample - K3072-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_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 .47 6.47 83.8 ng 9850560 1 6.70 2351360 20.0
n-Hexadecanoic acid 11.74 12.0 ng 1532950 4 11.19 2564510 20.0
Octadecanoic acid 12.52 7.9 ng 817495 5 13.82 2058570 20.0
1-Heneicosanol 13.68 13.6 ng 1400180 5 13.82 2058570 20.0
Eicosane 14 .01 3.4 ng 344984 5 13.82 2058570 20.0
Heneicosane 14 .31 6.1 ng 629381 5 13.82 2058570 20.0
4-Fluorobenzoic a... 14.34 3.0 ng 310740 5 13.82 2058570 20.0
Heptacosane 14.60 8.6 ng 861411 6 15.20 1995400 20.0
Tricosane 14.92 8.6 ng 859836 6 15.20 1995400 20.0
Tridecane, l1l-iodo- 15.26 9.2 ng 915523 6 15.20 1995400 20.0
Heptadecane, 2-me... 15.66 6.6 ng 654133 6 15.20 1995400 20.0
9-Tricosene, (2)- 15.70 4.2 ng 417872 6 15.20 1995400 20.0
28-Nor-17 .beta.(H... 15.87 5.6 ng 560064 6 15.20 1995400 20.0
Hexadecane, 1-iodo- 16.12 3.1 ng 312469 6 15.20 1995400 20.0
1-Penten-3-one, 1... 16.26 3.7 ng 369949 6 15.20 1995400 20.0
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