LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062819\
Data File : BF115299.D

Aca On 28 Jun 2019 23:15

Operator : HP/JU

Sample - K3563-01

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-BF062119.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 4.431 419 424 430 rBV 137339 163449 2.87% 0.322%
2 5.196 549 554 557 rBV 4344627 4620397 81.16% 9.097%
3 6.237 725 731 734 rBVY 4246954 4838046 84.98% 9.526%
4 6.266 734 736 740 rVB 117237 101698 1.79% 0.200%
5 6.366 748 753 756 rBVY 5186242 4986691 87.59% 9.819%
6 6.595 788 792 796 rBVY 1744866 1382963 24.29% 2.723%
7 6.754 815 819 822 rBVY 4560210 3847539 67.58% 7.576%
8 7.160 882 888 891 rBVY 3097187 3120048 54.81% 6.143%
9 7.878 1006 1010 1013 rBV 2090102 1736664 30.51% 3.419%
10 8.954 1188 1193 1196 rBvY 5809798 5362796 94.20% 10.559%

11 9.348 1256 1260 1266 rBV 860858 706957 12.42% 1.392%
12 9.619 1302 1306 1310 rBV 2207792 2036188 35.77% 4._.009%
13 10.401 1435 1439 1443 rBV 3632832 3646224 64.05% 7.179%
14 11.095 1553 1557 1560 rBV 2547937 2205499 38.74% 4.343%
15 11.642 1647 1650 1658 rBV 461554 432239 7.59% 0.851%

16 12.295 1757 1761 1765 rBV 84592 79179 1.39% 0.156%
17 12.425 1780 1783 1791 rBV 143313 170483 2.99% 0.336%
18 12.519 1795 1799 1802 rVB 106599 103164 1.81% 0.203%
19 12.677 1821 1826 1829 rBV 5925872 5692949 100.00% 11.209%
20 13.601 1980 1983 1997 rBV5 184122 680129 11.95% 1.339%

21 13.707 1997 2001 2005 rBV 1988305 1997227 35.08% 3.932%
22 13.913 2033 2036 2039 rBV 65372 59712 1.05% 0.118%
23 14.219 2085 2088 2090 rBV 110954 96015 1.69% 0.189%
24 14.248 2090 2093 2099 rBV7 51659 114031 2.00% 0.225%
25 14.507 2134 2137 2141 rBV 126041 131058 2.30% 0.258%

26 14.636 2157 2159 2164 rVB2 64913 61489 1.08% 0.121%
27 14.807 2185 2188 2193 rVB 207900 218047 3.83% 0.429%
28 15.071 2228 2233 2240 rBV 1629250 1865820 32.77% 3.674%
29 15.142 2242 2245 2252 rVB 114295 138721 2.44% 0.273%
30 15.518 2306 2309 2314 rBV 142839 192496 3.38% 0.379%

Sum of corrected areas: 50787918
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115299.D

Aca On : 28 Jun 2019 23:15

Operator : HP/JU

Sample - K3563-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115299.D

Aca On : 28 Jun 2019 23:15

Operator : HP/JU

Sample - K3563-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 5

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

4.43 2.36 ng 163449 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 87
2 Arsenous acid. tris(trimethvlsil... 342 C9H27As03Si3 055429-29-3 56
3 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 45
4 4-Cvclohexene-1.2-dicarboximide.... 207 C12H17NO2 028916-00-9 42
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 39

Abundance Scan 424 (4.431 min): BF1152(|)99.D(—419) ) m/z 207.00 100.00%
207
5000
% 133 191 400 420 440 4.60 480
Obrrrrrrr St b R e || M/Z 208.00  21.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, szexamethyl
207
5000 NSRRI S

4.00 4.20 4.40 4.60 4.80
m/z 209.00 12.73%

%
2845 75 | 115138 163 191 |

Ol b P b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207
e W e
400 4.20 4.40 4.60 4.80
5000 m/z 191.00 9.93%
73 105 133 101
ol 27 4 | {‘149165 L h 239 327
A L R e h  EAaadmassaBa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67018: Benzo[h]quinoline, 2,4-dimethyl- R e e
207 400 4.20 4.40 4.60 4.80
m/z 96.00 9.90%
5000

139 165 191

51 76 102
R s e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115299.D

Aca On : 28 Jun 2019 23:15

Operator : HP/JU

Sample - K3563-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown6.37 Concentration Rank 1

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

6.37 72.12 ng 4986690 1,4-Dichlorobenzene-d4 6.60
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 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 754 (6.372 min): BF115299.D (-748) (-) m/z 132.00 100.00%
5000
68
% W‘ 6.00 620 6.40 6.60 6.80
40 54 : : : : :
o groer | M_us L m/z 134.00 34.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RN SRR
6.00 6.20 6.40 6.60 6.80
2 51 78 m/z 68.00 30.45%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AT T
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.00 19.82%
97
‘ 79 ‘ 117
ol -‘.‘- bl esf20s |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R REEammss e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.00 12.05%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 | R
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80

8270-BF062119.M Mon Jul 01 16:41:16 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115299.D

Aca On : 28 Jun 2019 23:15

Operator : HP/JU

Sample - K3563-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.64 3.92 ng 432239 Phenanthrene-d10 11.10
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 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30

Abundance Scan 1650 (11.642 min): BF115299.D (-1647) (-) m/z 72.95 100.00%

73
43 60

5000
129
LJ“ 97 115 213

143127171185 159717 5oy 256 11.40 11.60 11.80 12.00
o] m/z 60.00 82.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LN L  LL L  ILLB L LBL

11.40 11.60 11.80 12.00
m/z 43.00 78.57%

ey

213
143 157171 185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 78
43 T
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 67.57%
29 185 228
‘ T7 01115 143157171 ‘ 199
ol Lt L SESTIE | w8 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid T e T
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 61.71%
5000
29
129
“ T7 115 ‘ 71 214
PR o o NN iy PSS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115299.D

Aca On : 28 Jun 2019 23:15

Operator : HP/JU

Sample - K3563-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.60 6.81 ng 680129 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 1-Heneicosanol 312 C21H440 015594-90-8 92
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81
Abundance Scan 1983 (13.601 min): BF115299.D (-1980) (-) m/z 57.00 100.00%

5000 4

5

13.20 13.40 13.60 13.80 14.00
m/z 43.00 81.60%

. 127 150168183 210 234 253 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69584: Cyclopentadecane
41 55

3

5000 | BN LI L L L LB L
13.20 13.40 13.60 13.80 14.00
m/z 55.00 68.74%
o.nphj .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55 83
T T T T T

13.20 13.40 13.60 13.80 14.00
m/z 71.10 61.38%

5000

5

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)- T
57 13.20 13.40 13.60 13.80 14.00
m/z 83.05 60.79%
83
5000

-

T T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115299.D

Aca On : 28 Jun 2019 23:15

Operator : HP/JU

Sample - K3563-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.81 2.34 ng 218047 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90

Abundance Scan 2189 (14.813 min): BF115299.D (-2185) (-) m/z 57.00 100.00%
g7
85
5000
141 169 14. 40 14. 60 14. 80 15. 00 15. 20
ol ,‘. bk 1| .'1. 107217 238258276295 827 %5 | “hyz 71.05  79.01%
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 L BRI B B B
14. 40 14. 60 14. 80 15. 00 15. 20
113 165 m/z 43.00 59.93%
0 - J. b JI -I 11137 II 183 207225
m/z--> 56 160 1éo 200 250 360 3%0
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.00 57 .55%
29 113
oL L | .M 000 197 225 253 296
m/z--> 56 100 150 260 2éo 360 3%0
Abundance #94346: Heptadecane [TT T T[T T[T T T [TTTr [T
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 23.74%
85
5000
29
0 \‘ I J\ | 1-}3 i 141 ‘169 197 240
m/z--> % @ @ @ 250 ﬁ @ mmmmmmﬁmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115299.D

Aca On : 28 Jun 2019 23:15

Operator : HP/JU

Sample - K3563-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Hexadecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.52 2.06 ng 192496 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 96
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2309 (15.518 min): BF115299.D (-2306) (-) m/z 57.10 100.00%
57
T MVAWMAMM_AVPNWNN,ﬂn
5000
1Mm9 mmmmmmmm
ol Ak JI '1 2, 107218239 266 200309 335367 "m/z 71.05  73.87%
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000 AR B SRR IUNREE
mmmmmmmm
295 m/z 43.00 54 _.62%
29 I113 141 469
0I||IIIII|I|IIII.IIII|l|I 196..'.. |||||||||3|52|||||
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57
o 15.20 15.40 15.60 15.80 |
5000 m/z 85.05 53.94%
140
113 168
o..j ,".-.w.”. i .\,.“. L a8 7
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R R B
57 15.20 15.40 15.60 15.80
m/z 55.00 23.14%
5000 85
o 29| I ‘ J113‘1§1 169 197 225 267 295 365 393
m/z--> 5'0 100 150 2(')0 251;0 3(')0 3&'30 ' 15'20 15. 40 15 60 15|80

8270-BF062119.M Mon Jul 01 16:41:20 2019 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062819\
Data File : BF115299.D

Acq On 28 Jun 2019 23:15

Operator : HP/JU

Sample - K3563-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
Cyclotrisiloxane, . .. 4.43 2.4 ng 163449 1 6.60 1382960 20.0
unknown6 .37 6.37 72.1 ng 4986690 1 6.60 1382960 20.0
n-Hexadecanoic acid 11.64 3.9 ng 432239 4 11.10 2205500 20.0
Cyclopentadecane 13.60 6.8 ng 680129 5 13.71 1997230 20.0
Tetradecane, 2,6,... 14.81 2.3 ng 218047 6 15.07 1865820 20.0
Hexadecane, 1l-iodo- 15.52 2.1 ng 192496 6 15.07 1865820 20.0
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