LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120690.D

Aca On 22 Jun 2020 22:05

Operator : JU/CG

Sample : L3082-19

Misc :

ALS Vial : 15 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-BF061020.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 4.998 492 495 504 rvB 40451 52233 1.28% 0.178%
2 5.410 560 565 568 rBY 2372522 2396891 58.86% 8.146%
3 6.434 734 739 742 rBVY 2659150 2569644 63.11% 8.734%
4 6.628 769 772 785 rBB 40818 44893 1.10% 0.153%
5 6.792 797 800 804 rBV 906575 802296 19.70% 2.727%
6 6.951 823 827 830 rBVY 2931198 2556602 62.79% 8.689%
7 7.357 891 896 899 rBVY 2043995 2007455 49.30% 6.823%
8 8.081 1015 1019 1033 rBvV 1102909 1050374 25.80% 3.570%
9 9.157 1197 1202 1205 rBv 3578112 3214299 78.94% 10.925%
10 9.275 1216 1222 1231 rVB 1076991 1017613 24.99% 3.459%

11 9.545 1265 1268 1272 rBV 242469 197592 4._.85% 0.672%
12 9.833 1313 1317 1327 rVB 1448079 1216180 29.87% 4._.134%
13 10.416 1412 1416 1430 rBV 585871 612799 15.05% 2.083%
14 10.622 1447 1451 1468 rBV 2235750 2176485 53.45% 7.397%
15 11.316 1566 1569 1573 rBV 1217046 1127903 27.70% 3.833%

16 11.504 1597 1601 1606 rBV 86282 106692 2.62% 0.363%
17 11.551 1606 1609 1618 rVB2 80186 132435 3.25% 0.450%
18 12.369 1745 1748 1762 rBV 292955 450801 11.07% 1.532%
19 12.563 1778 1781 1785 rVB 137164 129218 3.17% 0.439%
20 12.910 1835 1840 1843 rBV 4263679 4071939 100.00% 13.840%

21 13.133 1874 1878 1882 rBV2 48210 65427 1.61% 0.222%
22 13.351 1912 1915 1918 rBV 60118 47685 1.17% 0.162%
23 13.810 1987 1993 2004 rBV 270803 527039 12.94% 1.791%
24 13.957 2014 2018 2022 rBV 1322242 1283100 31.51% 4_.361%

25 14.127 2044 2047 2049 rBV 40086 42718 1.05% 0.145%

26 14.733 2147 2150 2153 rVB2 50591 49544 1.22% 0.168%

27 15.404 2259 2264 2273 rVB 983686 1289909 31.68% 4 .384%

28 15.539 2284 2287 2294 rVB9 37688 64271 1.58% 0.218%

29 15.921 2346 2352 2354 rBV7 35824 75649 1.86% 0.257%

30 15.974 2359 2361 2363 rBV3 35295 42697 1.05% 0.145%
Sum of corrected areas: 29422383
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120690.D

Aca On 22 Jun 2020 22:05

Operator : JU/CG

Sample : L3082-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120690.D

Aca On 22 Jun 2020 22:05

Operator : JU/CG

Sample : L3082-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2

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

9.27 16.73 ng 1017610 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 64
3 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 59
4 Metacetamol 151 C8HIONO2 000621-42-1 59
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59

Abundance Scan 1221 (9.269 min): BF120690.D (-1216) (-) m/z 43.00 100.00%
43
109
5000 151
57 69 85 900 9.20 9.40 960
123 169 : : :
) N .',|:'. bl L 87 b, S IST ] 109 w/z 109.10  72.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 U LSS UL I A
9.00 9.20 9.40 9.60
57 69 g5 m/z 151.10 44 _50%
JLas 2 || Ll er || 12813 | 10 4g oy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
© 9.00 920 9.40 960
5000 151 m/z 41.05 19.37%
93 122
32 79 134
e S S U UL L L B B WL S WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester) R AEAREEREEEEm e
43 109 9.00 9.20 9.40 9.60
m/z 69.00 13.83%
5000
80
151
Il %1 123
U L S S UL L S B SRR SRR SRS ISR ARSI S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF061020.M Tue Jun 23 14:45:08 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120690.D

Aca On 22 Jun 2020 22:05

Operator : JU/CG

Sample : L3082-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Cyclopentanol, 1-(methylene... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.42 10.08 ng 612799 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 64
2 Cvclopentanol. 1-(methvlenecvclo... 138 C9H140 086951-58-8 50
3 4-Pvridinemethanol. acetate (ester) 151 C8HINO2 001007-48-3 43
4 Acetaminophen 151 C8H9NO2 000103-90-2 43
5 Metacetamol 151 C8HONO2 000621-42-1 43
Abundance Scan 1417 (10.422 min): BF120690.D (-1412) (-) m/z 43.00 100.00%
43 109
5000 151 213
69 85
255 10.20 10.40 10.60 10.80
) S— ..',| | g, .",".|'. il :|. doBl 10 A . m/z 109.10 87.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109 151

5000

10.20 10.40 10.60 10.80
m/z 213.20  42.59%

69 g5
oL 15 2° | A

169

192 211

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
67 109
41
o5 R R e
7 10.20 10.40 10.60 10.80
5000 81 m/z 151.10 38.79%
=t 123
137
Ol el Bl B S e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24897: 4-Pyridinemethanol, acetate (ester) e B A R
43 109 10.20 10.40 10.60 10.80
m/z 41.10 20.56%
5000
30 151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120690.D

Aca On 22 Jun 2020 22:05

Operator : JU/CG

Sample : L3082-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 1-Heptadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 2.35 ng 132435 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 94
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91
Abundance Scan 1609 (11.551 min): BF120690.D (-1606) (-) m/z 55.00 100.00%

5000

11.20 11.40 11.60 11.80
m/z 83.05 91.67%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92567: 1-Heptadecene

5000
29 11.20 11.40 11.60 11.80
m/z 43.05 85.94%
ol15 | | 140154168182196210 238
R RamEms
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 e Rt
97 11.20 11.40 11.60 11.80
5000 m/z 69.10 84 .05%
29 111

125
o 139153167 182196210224 252 280

wﬁmﬁwﬁmﬂmﬁmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester

11.20 11.40 11.60 11.80
m/z 57.00 81.46%

5000

125

139154168182196210224238 253
e L Gl
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120690.D

Aca On 22 Jun 2020 22:05

Operator : JU/CG

Sample : L3082-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 n-Heptadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.37 7-.99 ng 450801 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 n-Pentadecanol 228 C15H320 000629-76-5 94
5 Pentafluoropropionic acid, dodec... 332 C15H25F502 006222-04-4 94

Abundance Scan 1748 (12.369 min): BF120690.D (-1745) (-) m/z 55.05 100.00%

3

5000

(61}
[62]
o]

12.00 12.20 12.40 12.60
m/z 83.05 90.30%

o 154 191206 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n-Heptadecanol-1

[61]
(321
(0]
w

5000
12.00 12.20 12.40 12.60

m/z 43.05 88.48%

182 210 238

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
41 12.00 12.20 12.40 12.60
5000 ” m/z 69.05 84.19%
0 26 126 154 182 210 937 255 306
B B B R B R N R RN R R RN R RE R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 L L L L B B
55 12.00 12.20 12.40 12.60
m/z 57.05 81.43%
5000
29
0 Il L 182 210 238 266
T T AT L L L B L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120690.D

Aca On 22 Jun 2020 22:05

Operator : JU/CG

Sample : L3082-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Bis(2-ethylhexyl) maleate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.29 ng 129218 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 93
2 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 38
3 Oxalic acid. 2-ethvlhexvl ethvl ... 230 C12H2204 1000309-38-4 38
4 Undecane. 4.5-dimethvl- 184 C13H28 017312-79-7 38
5 Valeric acid, 2-methyl-, pentyl ... 186 C11H2202 006297-48-9 38
Abundance Scan 1781 (12.563 min): BF120690.D (-1778) (-) m/z 57.10 100.00%
3 117
100
5000
83 e e e A
3 12.20 12.40 12.60 12.80
o § ~.-||.-- *I ———— . m/z 117.00  78.74%
m/z--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
g7 117
5000 100 '|""|""|""|"A'|'
29 12.20 12.40 12.60 12.80
83 m/z 71.10 75.00%
ol 12 ,L h , J 139 167185 212229 297 341
m/z--> 50 100 150 200 250 300 '
Abundance
57
12.20 12,40 12.60 12.80
5000 m/z 70.05 58.89%
29 9
L L s S B WL L B B
m/z--> 50 100 150 200 250 300
Abundance #85769: Oxalic acid, 2-ethylhexyl ethyl ester
57 12.20 12.40 12.60 12.80
m/z 100.00 56.83%
5000
29 ﬂ
83 112
0|||JI||||J|I|{|1|32|15|7||| — —— ||||||||||||||A|||||
m/z--> 50 100 150 200 250 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120690.D

Aca On 22 Jun 2020 22:05

Operator : JU/CG

Sample : L3082-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Trifluoroacetoxy hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.81 8.22 ng 527039 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetoxy hexadecane
2 Heptadecvl heptafluorobutvrate
3 Docosvl pentafluoropropionate

4 n-Tetracosanol-1

5 Heptadecyl trifluoroacetate

338 C18H33F302
452 C21H35F702
472 C25H45F502
354 C24H500

352 C19H35F302

006222-03-3 94
959085-66-6 94
1000351-80-9 94
000506-51-4 94
1000351-87-0 94

Abundance Scan 1993 (13.810 min): BF120690.D (-1987) (-) m/z 57.10 100.00%
57
83
5000 11
I l 13.40 13.60 13.80 14.00 14.20
139 168 202 230 : : : - -
O ,.L..,aié,hﬂr.,..:.,”..,....,.”.,....,. m/z 43.10 84.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 | NI LI L L LB LB L
13.40 13.60 13.80 14.00 14.20
29 125 m/z 55.05 80.69%
oL L )]s 162s 20 s
R B e A B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
L L
83 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 78.12%
111
= 169
o 139 210238 283 434
S B LA W i B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate T
57 13.40 13.60 13.80 14.00 14.20
m/z 97.05 73.69%
97
5000
125
o 2? ¥ J J‘h1§3 181 224250 280 308 353 454
T T e T T T L i
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF062220\
Data File : BF120690.D

Acq On 22 Jun 2020 22:05

Operator : JU/CG

Sample - L3082-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.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]
2,4,7,9-Tetrameth. .. 9.27 16.7 ng 1017610 3 9.83 1216180 20.0
Cyclopentanol, 1-... 10.42 10.1 ng 612799 3 9.83 1216180 20.0
1-Heptadecene 11.55 2.4 ng 132435 4 11.32 1127900 20.0
n-Heptadecanol-1 12.37 8.0 ng 450801 4 11.32 1127900 20.0
Bis(2-ethylhexyl) ... 12.56 2.3 ng 129218 4 11.32 1127900 20.0
Trifluoroacetoxy ... 13.81 8.2 ng 527039 5 13.96 1283100 20.0
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