LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116092.D

Aca On > 9 Aug 2019 2:31

Operator : HP/JU

Sample : K4162-01

Misc :

ALS Vial : 19 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-BF073019.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 2.110 3 4 24 rVB 689755 670592 19.67% 2.123%
2 5.463 570 574 601 rBVY 2498187 2677035 78.53% 8.475%
3 6.475 742 746 765 rBVY 2659202 2863585 84.00% 9.066%
4 6.610 765 769 779 rVV 3151199 2873944 84.31% 9.098%
5 6.834 804 807 817 rBV 926738 870669 25.54% 2.756%
6 6.992 830 834 849 rBY 2587924 2325910 68.23% 7.363%
7 7.398 899 903 921 rBVY 1886566 1872186 54.92% 5.927%
8 8.116 1021 1025 1047 rBV 1226537 1162218 34.09% 3.679%
9 9.192 1203 1208 1211 rBvY 3760602 3408932 100.00% 10.792%
10 9.580 1271 1274 1284 rBV 475907 455452 13.36% 1.442%
11 9.869 1319 1323 1327 rBvV 1556222 1319751 38.71% 4.178%
12 9.904 1327 1329 1336 rVB 39501 40710 1.19% 0.129%
13 10.422 1413 1417 1422 rBV 39299 51984 1.52% 0.165%

14 10.663 1454 1458 1469 rBV 1761973 1964305 57.62% 6.219%
15 10.786 1473 1479 1485 rvVvVv2 90603 130510 3.83% 0.413%

16 11.251 1554 1558 1564 rVB2 112469 137601 4._.04% 0.436%
17 11.357 1572 1576 1579 rBV 1342385 1273743 37.36% 4.032%
18 11.380 1579 1580 1585 rVB 218671 150688 4.42% 0.477%

19 11.598 1615 1617 1620 rVB3 43005 36929 1.08% 0.117%
20 11.857 1659 1661 1663 rBV 38391 38321 1.12% 0.121%
21 11.880 1663 1665 1672 rVB3 119983 165463 4._.85% 0.524%
22 11.969 1678 1680 1683 rBV2 63702 59633 1.75% 0.189%
23 12.333 1740 1742 1745 rBV 46827 38101 1.12% 0.121%
24 12.569 1779 1782 1787 rBV 342014 334395 9.81% 1.059%
25 12.751 1811 1813 1816 rVB 85103 73308 2.15% 0.232%

26 12.798 1816 1821 1825 rBV 381635 436984 12.82% 1.383%
27 12.939 1840 1845 1848 rBV 3124785 2870467 84.20% 9.087%

28 13.163 1881 1883 1886 rVB2 61257 42771 1.25% 0.135%
29 13.504 1939 1941 1944 rBV2 57315 54638 1.60% 0.173%
30 13.557 1948 1950 1957 rVB 74268 66972 1.96% 0.212%

31 13.833 1994 1997 2007 rVB3 179614 344859 10.12% 1.092%
32 13.963 2017 2019 2021 rBV 174426 152825 4.48% 0.484%
33 13.998 2021 2025 2028 rVV 889215 883405 25.91% 2.797%
34 14.451 2099 2102 2104 rBV 78409 83651 2.45% 0.265%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116092.D

Aca On > 9 Aug 2019 2:31

Operator : HP/JU

Sample : K4162-01

Misc :

ALS Vial : 19 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\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.751 2151 2153 2159 rVB 62785 66128 1.94% 0.209%

36 15.039 2199 2202 2208 rBV 98897 189363 5.55% 0.599%
37 15.086 2208 2210 2218 rVB 97775 104418 3.06% 0.331%
38 15.339 2250 2253 2259 rVB 72373 92366 2.71% 0.292%
39 15.404 2261 2264 2268 rVV 81875 101878 2.99% 0.323%
40 15.462 2269 2274 2287 rVB 727326 1003991 29.45% 3.178%

41 15.886 2343 2346 2350 rVB 73809 96848 2.84% 0.307%

Sum of corrected areas: 31587529

8270-BF073019.M Fri Aug 09 18:18:11 2019 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080819\

BF116092.D

9 Aug 2019 2:31

HP/JU

K4162-01

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116092.D

Aca On > 9 Aug 2019 2:31

Operator : HP/JU

Sample : K4162-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3

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

2.11 15.40 ng 670592 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 4 (2.110 min): BF116092.D (-3) (-) m/z 73.00 100.00%
3

f::::::=>

5000 3
4 55 87
. | . 2.20 230 2.40 2.50
o 8 L e e m/Zz 43.00 34.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LI LI L L L LB L L LB BB |
43 55 2.20 2.30 2.40 2.50
7 87 m/z 87.00 26.97%
ol L el L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

220 2.30 2.40 2.50
5000 41 55 m/z 55.00 25.03%

29 ‘L
Lo ey el e | o7 129
R e o o A R e o o RBRERE S e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50
m/z 71.10 11.16%
5000
45
29
LS9 S 67 | 101
L o o RN R e S s s s R R e o R R REaEs
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116092.D

Aca On > 9 Aug 2019 2:31

Operator : HP/JU

Sample : K4162-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.61 Concentration Rank 1

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

6.61 66.02 ng 2873940 1,4-Dichlorobenzene-d4 6.84
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 769 (6.610 min): BF116092.D (-765) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 640 6.60 6.80 7.00
54 . . . . .
o |7 er [ ysms 4 n/z 68.00  41.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IS LA N
6.0 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.18%
..."'!".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 7.00
5000 67 m/z 66.00 28.00%
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! IR B e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 16.80%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116092.D

Aca On > 9 Aug 2019 2:31

Operator : HP/JU

Sample : K4162-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.05 ng 130510 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
2 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 72
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 59
5 Octane, 3-ethyl- 142 C10H22 005881-17-4 58
Abundance Scan 1480 (10.792 min): BF116092.D (-1473) (-) m/z 57.00 100.00%

7 71

5000

10.40 10.60 10.80 11.00 11.20
m/z 71.00 95.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57

71
43

5000 R EEEEEEEEEE s
85 10 40 10. 60 10 80 11. OO 11. 20

m/z 43.00 51.18%

99 113127
J L ” 17 141155169183197211225239253267282

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

Abundance #105892: Heptadecane, 7-methyl-
57
71 IIIIIIIIIIIIIIIIIIIIII
43 10.40 10.60 10.80 11.00 11.20
5000 m/z 85.00 38.01%
112
29 ‘ | ‘ 140
.,.‘:‘..,‘....‘,.‘.”:.,“l...“,..‘..,1.2.6..,....,.1‘.. R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71407: Dodecane, 2,7,10-trimethyl- L B e
57 10.40 10.60 10.80 11.00 11.20
71 m/z 41.00 36.65%
43
5000

29 85
| ‘ I ‘ 99113127141155169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116092.D

Aca On > 9 Aug 2019 2:31

Operator : HP/JU

Sample : K4162-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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-Bromotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.16 ng 137601 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 87
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 1558 (11.251 min): BF116092.D (-1554) (-) m/z 57.00 100.00%

g7

5000
4 ———
\ 11.00 11.20 11.40 11.60
e m/z 71.05 94 .18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane
57

5000

11.00 11. 20 11. 40 11. 60

m/z 85.05 50.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57
R EmEEs e
11.00 11.20 11.40 11.60
5000 m/z 43.00 49 _.95%
4 85
113
6 1 1 i || 141 1eg18 198 225 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-  AEE EREEE RS
57 11.00 11.20 11.40 11.60
m/z 184 .00 31.34%
5000 85

1)

Lo J 141156 183 211 239 267 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116092.D

Aca On > 9 Aug 2019 2:31

Operator : HP/JU

Sample : K4162-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 5
R.T. EstConc Area Relative to ISTD R.T.

11.88 2.60 ng 165463 Phenanthrene-d10 11.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Tridecanoic acid 214 C13H2602 000638-53-9 83

3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Dodecanoic acid 200 C12H2402 000143-07-7 74

5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1665 (11.880 min): BF116092.D (-1663) (-) m/z 72.95 100.00%

43 60
5000
129
7 213
Lw“ 015 | 3167171185 1 a1 20 11.60 11.80 12.00 12.20
m/z 60.00 79.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LR BB BULIN UL B

11. 60 11.80 12.00 12.20

m/z 43.00 78.45%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73
AR EREEE RS
11.60 11.80 12.00 12.20
5000 m/z 57.00 63.66%
29
129
“ ?7 S ‘ 171185 214
...,.‘...‘,‘J..l“.w.\".‘..},...‘;,....1,4.:?.1?7....,.w...98....
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AR EREEE RS
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 62 .84%
5000 129
29
199
143 157171 185 242
15 | ‘
”.P.”,”. AR EREEE RS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116092.D

Aca On > 9 Aug 2019 2:31

Operator : HP/JU

Sample : K4162-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 7.81 ng 344859 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 87
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 87
4 Cvclotetradecane 196 C14H28 000295-17-0 78
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 74
Abundance Scan 1996 (13.827 min): BF116092.D (-1994) (-) m/z 57.00 100.00%

g7

5000 4

234 IIIIIIIIIIIIIIIIIIIIIII
251 271 309 13.60 13.80 14.00 14.20

m/z 43.00 91.22%

141158 176 196513

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57

83

13.60 13.80 14.00 14.20
m/z 71.00 64.75%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57
L B
13.60 13.80 14.00 14.20
5000 m/z 83.00 55.50%
4
111
I “H d | “17127 148 169 224 252 297 J”VV“www«w»J\kJ\/VNAxJM,
A R AmaaE R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester R mEEEE RS S
57 13.60 13.80 14.00 14.20

m/z 55.00 53.06%

5000
4

83
L H | L 127 148 169 210 238 2?3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080819\
Data File : BF116092.D

Acq On > 9 Aug 2019 2:31

Operator : HP/JU

Sample - K4162-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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... 2.11 15.4 ng 670592 1 6.84 870669 20.0
unknown6.61 6.61 66.0 ng 2873940 1 6.84 870669 20.0
Hexadecane, 2,6,1... 10.79 2.0 ng 130510 4 11.36 1273740 20.0
2-Bromotetradecane 11.25 2.2 ng 137601 4 11.36 1273740 20.0
n-Hexadecanoic acid 11.88 2.6 ng 165463 4 11.36 1273740 20.0
Ethanol, 2-(tetra... 13.83 7.8 ng 344859 5 14.00 883405 20.0
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