LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 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-BF111319.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 2.181 10 16 24 rVB 816986 1139592 16.33% 1.854%
2 3.416 223 226 239 rBV 30365 71640 1.03% 0.117%
3 5.128 509 517 525 rBV 882086 1156781 16.58% 1.882%
4 5.528 580 585 589 rBVY 4802372 5196711 74.49% 8.455%
5 6.539 751 757 760 rBVY 5295949 5481198 78.57% 8.917%
6 6.686 777 782 785 rBVY 5837713 5552328 79.59% 9.033%
7 6.916 818 821 825 rVB 1406937 1207634 17.31% 1.965%
8 7.075 844 848 852 rBVY 5060515 4340663 62.22% 7.062%
9 7.481 912 917 920 rBVY 3657960 3463531 49.65% 5.635%
10 8.204 1036 1040 1044 rBV 1915275 1559818 22.36% 2.538%

11 9.286 1219 1224 1227 rBV 7034500 6361026 91.18% 10.349%
12 9.398 1238 1243 1251 rVB 243322 227268 3.26% 0.370%
13 9.674 1286 1290 1294 rBV 842106 664972 9.53% 1.082%
14 9.969 1336 1340 1343 rBV 2233253 1817442 26.05% 2.957%
15 10.551 1435 1439 1448 rBV 84296 132314 1.90% 0.215%

16 10.757 1469 1474 1477 rBV 4888292 4412748 63.25% 7.179%
17 11.457 1589 1593 1597 rBV 2328036 1963878 28.15% 3.195%
18 11.986 1679 1683 1698 rBV2 843047 975681 13.99% 1.587%
19 12.504 1768 1771 1787 rBV 716086 1383433 19.83% 2.251%
20 12.704 1797 1805 1808 rBV 221450 259856 3.72% 0.423%

21 12.727 1808 1809 1813 rVB 105166 86269 1.24% 0.140%
22 12.768 1813 1816 1828 rBV 252384 314028 4 _50% 0.511%
23 12.868 1828 1833 1836 rVB2 130822 114165 1.64% 0.186%
24 12.927 1839 1843 1852 rVV2 200030 284928 4.08% 0.464%
25 13.051 1859 1864 1867 rBV 7368935 6976425 100.00% 11.350%

26 13.280 1897 1903 1915 rBV 231553 513536 7.36% 0.835%
27 13.904 2004 2009 2012 rBV 115916 138256 1.98% 0.225%
28 13.951 2012 2017 2037 rVV3 526178 1460169 20.93% 2.376%
29 14.104 2037 2043 2047 rVB 1899483 1803012 25.84% 2.933%

30 14.574 2119 2123 2126 rBV 94450 96995 1.39% 0.158%
31 14.615 2126 2130 2139 rVB10 35298 99188 1.42% 0.161%
32 14.892 2174 2177 2182 rVB 85280 94135 1.35% 0.153%

33 15.251 2234 2238 2245 rVB 109153 126167 1.81% 0.205%
34 15.615 2294 2300 2304 rBV 1357206 1765112 25.30% 2.872%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.651 2304 2306 2311 rVB 92828 105646 1.51% 0.172%

36 16.109 2380 2384 2389 rBV 76947 119269 1.71% 0.194%

Sum of corrected areas: 61465814
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF111519\

BF117812.D

15 Nov 2019 19:30

Ju

K5861-14

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF117812.D

6.69

6.54 707

5.53

5.13

7.48

0
Time-->

4.50 5.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF117812.D

10.76

9.97 11.46

8.20

10.55

13.2¢

Time-->

12.50

10.00 10.50

11.00

T T
11.50 12.00

13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF117812.D

14.10
15.62

13.95

13. .65 16.11

144682 14.89 15/\. 25

0
Time-->

13.50

17.00 17.50

18.00

15.50 16.00 16.50

14.00

14.50 15.00

18.50

8270-BF111319.

M Mon Nov 18 16:32:32 2019

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.18 18.87 ng 1139590 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 16 (2.181 min): BF117812.D (-10) (-) m/z 73.05 100.00%

73
5000 43
55 87

| 67 220 230 240 2.50 2.60
""'""'g?llll'l"I"""I'"'||""|""|""|""|"'-|----|---- m/z 43.00 37.41%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 AR AN AR AR AR AR
43 55 2.20 2.30 2.40 2.50 2.60
87 m/z 54.95 25.46%

27 |
gl | ertl, | e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

2.20 2.30 2.40 2.50 2.60

5000 55 m/z 87.00 25.15%
79 | 971 112 129
,,, , ,,,,,,
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- B mam L Aaan
73 220 230 2.40 2.50 2.60

m/z 41.00 11.83%

5000 43

58
87

29

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown5.13 Concentration Rank 3

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

5.13 19.16 ng 1156780 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 517 (5.128 min): BF117812.D (-509) (-) m/z 43.00 100.00%
48
59
5000
ot 480 500 520 540
...,....,....,....',':...??.':!,...‘?,9....,5.".3..,...:,|....,....,....,....,...., m/z 59.00 54.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 LR UL R R L
59 480 500 520 540
m/z 101.00 19.68%
15 31 101
| Ly 51 || 83 I
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
48
480 500 520 540
5000 m/z 58.00 15.55%
101
15 31 | 58 g9 g
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester O RAmms B B
59 4.80 5.00 5.20 5.40
m/z 41.00 8.59%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I U S U UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.69 Concentration Rank 1

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

6.69 91.95 ng 5552330 1,4-Dichlorobenzene-d4 6.92
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 783 (6.692 min): BF117812.D (-777) (-) m/z 132.00 100.00%
5000
68
p 9 m[ " oo 5k 7b0
54 - - - -
| g7 87 | xeus . | m/z 134.00 34.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 HRBNUMRREE R L

6.40 6.60 6.80 7.00

0
- 51 78 m/z 68.00 32.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R e A B
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.76%
41 53 97 117
b e
S e - .- R A
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl s B e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 13.07%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 12

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

9.40 2.50 ng 227268 Acenaphthene-d10 9.97
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 Metacetamol 151 C8H9NO2 000621-42-1 59
3 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 59
4 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 45
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 43

Abundance Scan 1243 (9.398 min): BF117812.D (-1238) (-) m/z 42.95 100.00%
43
109
5000 151
| 69 9.00 9.20 9.40 9.60 9.80
123 : : : : :
...,....',.'..'.,.-'.|..--,l.'..ﬂ.e,.'.":.,...1.3,7..!.,.1??.,....,...., m/z 109.00  75.82%
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 ISR SR
9.00 9.20 9.40 9.60 9.80
69 85 m/z 151.10 52.23%
o7 169
”1;;“2:,9”.]., A .||. ..|. LAl T 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109
9.00 9.20 9.40 9.60 9.80
5000 151 m/z 41.00 21.51%
43
80
15 27 ‘ 54 65 | 91 | 122135 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester)
43 109 9.00 9.20 9.40 9.60 9.80
m/z 69.00 15.79%
5000
80
151
T "'“"H"I""I '?%'I""'%%%" |"L'|' U BN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.99 9.94 ng 975681 Phenanthrene-d10 11.46
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 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 1684 (11.992 min): BF117812.D (-1679) (-) m/z 73.00 100.00%

43 73
5000 129

11.60 11.80 12.00 12.20 12.40
m/z 43.05  87.44%

157171185
43 199

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

43 0

5000 129

v

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

11.60 11.80 12.00 12.20 12.40
m/z 60.00 80.98%

213
143157171185199

Abundance #84453: Tetradecanoic acid
73
43 IR e
57 11.60 11.80 12.00 12.20 12.40
5000 129 m/z 55.00 68.19%
29 185 228
01115 | 143 171 ‘
T TR Mt val M= N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73 11.60 11.80 12.00 12.20 12.40
m/z 41.00 67.67%
5000 129
185 241 284
143 171
r IMIH MV 157

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.50 14.09 ng 1383430 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 94
5 n-Pentadecanol 228 C15H320 000629-76-5 91

Abundance Scan 1770 (12.498 min): BF117812.D (-1768) (-) m/z 55.00 100.00%

3

o w

12120 12.40 12,60 12.80
139153 168
m/z 43.05 99.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131391: n-Nonadecanol-1
97
4

5000 T T T T T T
12 20 12. 40 12 60 12. 80

125 m/z 57.00 89.86%
139154168182196210223238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107662: n-Heptadecanol-1
55 83

125

97
12.20 12.40 12.60 12.80
m/z 83.05 89.37%

5000

125
139154 168182196210

238

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95987: 1-Hexadecanol
55 69 83 12.20 12.40 12.60 12.80
4 97 m/z 69.00 84 .46%

5000

125

140154168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80

8270-BF111319.M Mon Nov 18 16:32:35 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Bis(2-ethylhexyl) maleate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.65 ng 259856 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 91
2 Oxalic acid. 2-ethvlhexvl ethvl ... 230 C12H2204 1000309-38-4 43
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 43
4 Oxalic acid. 2-ethvlhexvl octvl ... 314 C18H3404 1000309-39-1 38
5 3-Hexanone 100 C6H120 000589-38-8 38
Abundance Scan 1804 (12.698 min): BF117812.D (-1797) (-) m/z 57.00 100.00%
g7
117
5000 g3100
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
3 12.40 12.60 12.80 13.00
e ——— m/z 71.00 73.34%
m/z--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
g7 117
5000 100 IR AU BN R
29 12.40 12.60 12.80 13.00
83 m/z 41.00 57 .55%
12 ..L h L J 139 167185 212229 297 341
m/z--> 50 100 150 200 250 300 '
Abundance #85769: Oxalic acid, 2-ethylhexyl ethyl ester
g7
12.40 12.60 12.80 13.00
5000 m/z 43.10 56.31%
29
83 112
I‘IJILIJ ‘|{|1|32|:|L§|7||||||||||||| ——
m/z--> 50 100 150 200 250 300
Abundance #12739: Pentane, 2,2,3,3-tetramethyl- R Ra e e
57 12.40 12.60 12.80 13.00
m/z 70.00 54 _.44%
5000
29
l 99
S <
m/z--> 50 100 150 200 250 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.77 3.20 ng 314028 Phenanthrene-d10 11.46
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1816 (12.768 min): BF117812.D (-1813) (-) m/z 43.00 100.00%
73
5000 129
o7 115 185 241 U R BRI UG
143157171 | 199213227 | ,55 284 12.40 12.60 12.80 13.00
m/z 73.00 90.76%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
7 7B
5000 129
12.40 12.60 12.80 13.00
185 m/z 60.00 75.91%
14“ 143,171 241 284

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

12.40 12.60 12.80 13.00
5000 129 m/z 57.00 72 .09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid

73 12.40 12.60 12.80 13.00

43 m/z 55.00 71.01%

5000

185 228

129
1§3157171 ‘ 199713 ‘

29
115
“ \‘\ n‘n‘ ﬁ]m\l\\‘ s "
TrrTTryTT N DR S D S S D S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.93 3.16 ng 284928 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2-Trimethvisilvl-3-trimethvlsily... 228 C8H20N4Si2 1000373-05-5 64
3 2H.8H-Benzoll.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 58
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 58
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 58
Abundance Scan 1843 (12.927 min): BF117812.D (-1839) (-) m/z 213.00 100.00%
213
5000
57 19 228 SRR BN U
43 | £ R 135 152165 1g3 198 | | 12.60 12.80 13.00 13.20
el e A8 e | m/z 119.00  26.06%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000

12.60 12.80 13.00 13.20
119 228 m/z 57.00 18.92%

s1 65 77 50 107 | 135 150165 |
L T B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84782: 2-Trimethylsilyl-3-trimethylsilylamino-1,2,4-triazole
213
Ll e S
12.60 12.80 13.00 13.20
5000 m/z 214.10 18.14%
73 228

17
28 45 59 | 85 99 114 130141 157 | 183197 || |
N N W

m/z--> 20 40 60 80 100 120 140 l(ISO 180 200 220
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- e Ay
213 12.60 12.80 13.00 13.20

m/z 228.10 16.99%

5000

185 228

2839 51 69 92103114 128141 157 171 | 199 |

" A A
LIS LN L L L L L L O L L LB BN LB | LI L L B L L B LB L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 1-Pentadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.28 5.70 ng 513536 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 92
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 83
3 1-Docosene 308 C22H44 001599-67-3 70
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 64
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 64
Abundance Scan 1903 (13.280 min): BF117812.D (-1897) (-) m/z 57.00 100.00%
57
5000 83
l i 113.00 13.20 1340 13.60
141 : : : :
...,....-,L.".A.,?‘?g..,21.0...,....,....,....,....,...., m/z 43.00 79.88%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #69582: 1-Pentadecene
4B g3
5000 L SRR UL BRI B

13.|00 13.|20 13.I4O 13.|60
11 m/z 71.00 61.60%

| 11940 182210

15 ,
B e o L B e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57
L B N AR
97 13.00 13.20 13.40 13.60
5000 m/z 55.00 54 .64%
125
29

1, ‘ L 153181208 250278306 334 364392 437 488

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #151538: 1-Docosene EAmEEEEE R
55 13.00 13.20 13.40 13.60
m/z 83.10 42 .64%
97
5000
29
125
Addily ] 15318 308
L o A B B e e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117812.D

Aca On : 15 Nov 2019 19:30

Operator :© JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 16.20 ng 1460170 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
Abundance Scan 2017 (13.951 min): BF117812.D (-2012) (-) m/z 57.00 100.00%
g7
| N\/\\AA/I\A——/L/
5000
111
130 19 13.60 13.80 14.00 14.20
3 . . . .
o ll.'.]*.l. o2 210 20 om0 TS 00 88.00%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
g5 83
5000 111 NSRRI S B
13.60 13.80 14.00 14.20
29 m/z 55.00 79.76%
139
L 17y L 167 196 238 266 294
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
g7
83 13.60 13.80 14.00 14.20
5000 m/z 83.05 74.98%
111
29 ‘ 139 169 . 510 238
R N i -
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester I I e e o
57 13.60 13.80 14.00 14.20
97 m/z 69.05 68.70%
h M—_]\\—N
125
29
Ll ‘ \LJ\‘L (154177196 224 269 370
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111519\
Data File : BF117812.D

Acq On : 15 Nov 2019 19:30

Operator : JU

Sample : K5861-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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]
Butane, 2-methoxy... 2.18 18.9 ng 1139590 1 6.92 1207630 20.0
unknown5.13 5.13 19.2 ng 1156780 1 6.92 1207630 20.0
unknown6 .69 6.69 92.0 ng 5552330 1 6.92 1207630 20.0
2,4,7,9-Tetrameth. .. 9.40 2.5 ng 227268 3 9.97 1817440 20.0
n-Hexadecanoic acid 11.99 9.9 ng 975681 4 11.46 1963880 20.0
n-Nonadecanol-1 12.50 14.1 ng 1383430 4 11.46 1963880 20.0
Bis(2-ethylhexyl) ... 12.70 2.6 ng 259856 4 11.46 1963880 20.0
Octadecanoic acid 12.77 3.2 ng 314028 4 11.46 1963880 20.0
Phenol, 4,4"-(1-m... 12.93 3.2 ng 284928 5 14.10 1803010 20.0
1-Pentadecene 13.28 5.7 ng 513536 5 14.10 1803010 20.0
1-Heneicosanol 13.95 16.2 ng 1460170 5 14.10 1803010 20.0
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