LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117320.D

Aca On : 3 Oct 2019 17:07

Operator :© JU

Sample : PB123594BL

Misc :

ALS Vial : 6 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-BF091319.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 5.439 566 570 585 rBY 1119756 1207514 65.45% 8.748%
2 6.451 737 742 760 rBVY 1222800 1417953 76.86% 10.272%
3 6.581 760 764 775 rVV 1529896 1459037 79.08% 10.570%
4 6.804 799 802 813 rBV 309645 297285 16.11% 2.154%
5 6.963 825 829 845 rBVY 1219557 1127609 61.12% 8.169%
6 7.369 894 898 927 rBV 748592 909598 49.30% 6.590%
7 8.086 1016 1020 1039 rBV 302691 381008 20.65% 2.760%
8 9.163 1198 1203 1219 rBvV 1806090 1805143 97.84% 13.077%
9 9.557 1266 1270 1279 rBV 73593 82170 4 _.45% 0.595%
10 9.839 1314 1318 1330 rBV 467655 450264 24.41% 3.262%

11 10.633 1448 1453 1469 rBvV 953579 1055156 57.19% 7.644%
12 11.327 1567 1571 1588 rBV 391744 434185 23.53% 3.145%
13 11.851 1656 1660 1664 rBV3 15295 22538 1.22% 0.163%
14 12.910 1835 1840 1843 rBV 1945923 1844954 100.00% 13.366%
15 13.821 1986 1995 2006 rBV5 55178 156431 8.48% 1.133%

16 13.968 2016 2020 2029 rBV 353764 364818 19.77% 2.643%

17 14.115 2038 2045 2048 rBvV2 18654 21337 1.16% 0.155%
18 14.415 2092 2096 2101 rBvV 37120 39686 2.15% 0.288%
19 14.715 2142 2147 2155 rBvV 62148 65482 3.55% 0.474%
20 15.045 2198 2203 2209 rVB 77287 86234 4.67% 0.625%
21 15.421 2260 2267 2276 rBV2 232765 402707 21.83% 2.917%
22 15.827 2331 2336 2343 rBV2 60592 88281 4.78% 0.640%
23 16.315 2411 2419 2425 rBV2 34194 59967 3.25% 0.434%
24 16.886 2510 2516 2524 rVB6 11344 24112 1.31% 0.175%
Sum of corrected areas: 13803469
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117320.D

Aca On : 3 Oct 2019 17:07

Operator :© JU

Sample : PB123594BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117320.D

6.58
1500000

6.45 6.96
5.44

1000000
7.37

500000
6.80

b - L

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: BF117320.D

1500000

1000000 10.63

9.84
500000 11.33

%26 11.85 L

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117320.D

1500000

1000000

500000
13.97

0%
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117320.D

Aca On : 3 Oct 2019 17:07

Operator :© JU

Sample : PB123594BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.58 Concentration Rank 1

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

6.58 98.16 ng 1459040 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 764 (6.581 min): BF117320.D (-760) (-) m/z 132.00 100.00%
5000 68
20 54 % J 6.20 6.40 6.60 6.80 7.00
o qrer lwsus o njz 68.10  42.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 116
6.20 6.40 6.60 6.80 7.00
m/z 134.00 31.84%
ol 8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.20 6.0 6.60 6.80 7.00
5000 67 m/z 66.00 27.66%
41 97
53
Ll e s
ob bl es r0s |y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.64%
117
5000
39 91
7 1 G em [ |
0 ||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF091319.M Fri Oct 04 15:07:32 2019

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117320.D

Aca On : 3 Oct 2019 17:07

Operator :© JU

Sample : PB123594BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknownl3.82 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 8.58 ng 156431 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Malonic acid. 2-butvl octadecvl ... 412 C25H4804 1000349-08-4 37
2 2-(2-(2-Butoxvethoxv)ethoxv)ethyv... 310 C17H2605 1000366-97-2 35
3 Didodecvl phthalate 502 C32H5404 002432-90-8 35
4 2-(2-(2-Methoxvethoxv)ethoxy)eth... 268 C14H2005 1000366-99-1 16
5 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 16
Abundance Scan 1995 (13.821 min): BF117320.D (-1986) (-) m/z 105.00 100.00%
105
149
5000 83
57
125 27 1360 13.80 14.00 14.20
0 S - — m/z 149.10 71.24%
m/z--> 50 100 150 200 250 300 350
Abundance #2164(1?8: Malonic acid, 2-butyl octadecyl ester
105
5000 N AR AR AR AR
13.60 13.80 14.00 14.20
57 g3 m/z 83.00 47 .47%
o 3 | [ 125143161187 224 252 321339357
m/z--> 50 100 150 200 250 300 350
Abundance #152821: 2-(2-(2-Butoxyethoxy)ethoxy)ethyl benzoate
105 149
13.60 13.80 14.00 14.20
5000 57 m/z 77.00 42 .91%
77
29
ob—4 .‘J,*j‘. b o J8t ) 180 209 236
m/z--> 50 100 150 200 250 300 350
Abundance #235532: Didodecy! phthalate L L
149 13.60 13.80 14.00 14.20
m/z 97.10 40.62%
57
5000
| B3 104153 | 167
0 P T T
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117320.D

Aca On : 3 Oct 2019 17:07

Operator :© JU

Sample : PB123594BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.42 2.18 ng 39686 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 72
2 2-Thiopheneacetic acid. 4-tridec... 324 C19H3202S 1000280-66-8 70
3 Hexadecane 226 C16H34 000544-76-3 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
Abundance Scan 2097 (14.421 min): BF117320.D (-2092) (-) m/z 71.05 100.00%
1
43
5000
99
\ | “ 127 14.20 14.40 14.60 14.80
ok ... .,....,. I e e m/z 57.05 99.14%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L S B B B
mmmmmmmm
m/z 85.10 70.47%
29 113 141
oL b LU Ty 160 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #164312: 2-Thiopheneacetic acid, 4-tridecyl ester
57 97
14.20 14.40 14.60 14.80
5000 m/z 43.05 66.10%
142 324
0...L,J‘.Pg.‘,..n.|..1.8‘2.|.... ....,..‘..,..
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane s Rl e
57 14.20 14.40 14.60 14.80
m/z 41.00 30.85%
5000 85
L 2L e 1 2
m/z--> 5'0 100 150 2(')0 251,0 3(')0 3&'30 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117320.D

Aca On : 3 Oct 2019 17:07

Operator :© JU

Sample : PB123594BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.72 3.25 ng 65482 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 2148 (14.721 min): BF117320.D (-2142) (-) m/z 71.05 100.00%
7
43
5000
99
| ) “ I 1T7| 169 207 14.40 14.60 14.80 15.00
ot m/z 57.00 98.38%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 LA PN BN SRR
14.40 14.60 14.80 15.00
m/z 85.10 76.13%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #94346: Heptadecane
g7
85 14.40 14.60 14.80 15.00
5000 m/z 43.00 60.85%
29
L g 1 160 107 240
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane R n e
57 14.40 14.60 14.80 15.00
m/z 69.00 33.42%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00

8270-BF091319.M Fri Oct 04 15:07:33 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117320.D

Aca On : 3 Oct 2019 17:07

Operator :© JU

Sample : PB123594BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.04 4.28 ng 86234 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2202 (15.039 min): BF117320.D (-2198) (-) m/z 57.05 100.00%
57
85
5000
113 HAL A B B B
141 183 207 14.80 15.00 15.20 15.40
0....|,-. .'”,:“.-'..','....,.... S m/z 71.05 84._18%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 IR RSN DM SRR A

14.80 15.00 15.20 15.40
m/z 85.05 68.44%

113

29
Ly

0 L. ]1 L 1§1 169 197 225 253 295 323 367
i ., L A e e e e B s e
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.05 56.84%
29
oL 1. J J i JJ1131 141,169 197 225 253 338
i e B e e B e B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B e
57 14.80 15.00 15.20 15.40
m/z 99.10 23.33%
85
5000
29 113
oL L LT M 169 107 225 253 296
N T B e e e ML S w
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117320.D

Aca On : 3 Oct 2019 17:07

Operator :© JU

Sample : PB123594BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.83 4.38 ng 88281 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2337 (15.833 min): BF117320.D (-2331) (-) m/z 57.05 100.00%

57
85
5000

113
141 15. 60 15. 80 16. 00 16. 20
169 208
I | .'.JI,.“-",'-...,--....,..2?1.,....,....,... m/z 71.10 82.47%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85

5000 RN i n e s
15. 60 1580 16. 00 16. 20

m/z 85.05 60.06%

29
bk A L0 d07 2o o 208
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
15.60 15.80 16.00 16.20
5000 85 m/z 43.05 52.11%
113
o 2, ‘ 177241 169 197 225 267 295 365 393
e T o T S e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T
57 15.60 15.80 16.00 16.20
m/z 99.10 21.08%
5000 85
13 149
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422 I
RN 1 I A i S A Lt s e R LR LA s S A e B
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\BF100319\
Data File : BF117320.D

Aca On : 3 Oct 2019 17:07

Operator :© JU

Sample : PB123594BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.32 2.98 ng 59967 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
Abundance Scan 2420 (16.321 min): BF117320.D (-2411) (-) m/z 57.05 100.00%
57
85
5000
¢ 11127 191 16100 16,20 1640 1660
0 m/z 71.05 80.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57

5000
16.00 16.20 16.40 16.60

m/z 85.05 57 .95%

113 154169

139 197 224239 266281296

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57
16.00 16.20 16.40 16.60
5000 m/z 43.00 57.23%
4 85
Lom Ll e
.”,””P.”P”.P”q.”wnuluup.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R B B
57 16.00 16.20 16.40 16.60
m/z 99.00 26.33%
85
5000
4
113
0 ‘ Ll [ 14 169 197 225 253268 296
”.P”.P.”P.”,””,””,”.w”.q.”q.”..”...u..”..”,”” . R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100319\
Data File : BF117320.D

Acq On : 3 Oct 2019 17:07

Operator : JU

Sample : PB123594BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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 .58 6.58 98.2 ng 1459040 1 6.80 297285 20.0
unknown13.82 13.82 8.6 ng 156431 5 13.97 364818 20.0
Hexacosane 14.42 2.2 ng 39686 5 13.97 364818 20.0
Heneicosane 14.72 3.3 ng 65482 6 15.42 402707 20.0
Tetracosane 15.04 4.3 ng 86234 6 15.42 402707 20.0
2-methyloctacosane 15.83 4.4 ng 88281 6 15.42 402707 20.0
Eicosane, 10-methyl- 16.32 3.0 ng 59967 6 15.42 402707 20.0
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