LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020419\
Data File : BF112381.D

Aca On : 4 Feb 2019 15:46

Operator : JU/SJ

Sample : K1360-03

Misc :

ALS Vial : 7 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-BF012519.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 2.122 3 6 12 rVB 107787 140953 4.28% 0.484%
2 5.045 500 503 514 rVB 162980 203769 6.18% 0.700%
3 5.469 571 575 597 rBY 2316165 2318734 70.34% 7.962%
4 6.475 742 746 764 rBVY 2515309 2545922 77 .23% 8.742%
5 6.604 764 768 780 rVV 2962363 2625973 79.66% 9.016%
6 6.828 803 806 815 rBVY 1005467 876823 26.60% 3.011%
7 6.987 829 833 843 rBVY 2465481 2054271 62.32% 7.053%
8 7.392 897 902 914 rBVY 1745596 1570363 47.64% 5.392%
9 8.110 1020 1024 1033 rBY 1212604 1149394 34.87% 3.947%
10 9.186 1202 1207 1210 rBV 3351055 2969273 90.08% 10.195%

11 9.581 1270 1274 1279 rBV 160407 140189 4._.25% 0.481%
12 9.869 1318 1323 1332 rBV 1392451 1365206 41.42% 4.688%
13 10.657 1453 1457 1469 rBV 2064617 1936279 58.74% 6.648%
14 11.357 1571 1576 1588 rBV 1454055 1467394 44.52% 5.038%

15 11.698 1630 1634 1638 rBV 31459 42100 1.28% 0.145%
16 11.874 1660 1664 1667 rBV 90818 99102 3.01% 0.340%
17 11.904 1667 1669 1673 rVB 38591 46035 1.40% 0.158%
18 12.569 1779 1782 1789 rBV 48483 48816 1.48% 0.168%
19 12.657 1793 1797 1804 rBV6 23362 42112 1.28% 0.145%
20 12.798 1815 1821 1828 rVB2 47183 65617 1.99% 0.225%

21 12.933 1840 1844 1848 rBV 3424510 3296332 100.00% 11.318%
22 13.827 1992 1996 2009 rVB2 172355 247321 7.50% 0.849%
23 13.998 2021 2025 2037 rVB 1609248 1525206 46.27% 5.237%
24 14.145 2046 2050 2056 rBV 102768 92644 2.81% 0.318%
25 14.451 2098 2102 2107 rBV 146890 155698 4.72% 0.535%

26 14.751 2149 2153 2158 rVB 215950 204446 6.20% 0.702%
27 15.039 2198 2202 2205 rBV 32603 48981 1.49% 0.168%
28 15.086 2205 2210 2213 rVB 202260 229052 6.95% 0.786%
29 15.462 2269 2274 2284 rVB 1024446 1293333 39.24% 4.441%
30 15.886 2341 2346 2352 rBV 115513 165673 5.03% 0.569%

31 16.380 2425 2430 2436 rBV2 52702 95174 2.89% 0.327%
32 16.962 2523 2529 2537 rVB7 26659 62009 1.88% 0.213%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020419\
Data File : BF112381.D

Aca On : 4 Feb 2019 15:46

Operator : JU/SJ

Sample : K1360-03

Misc :

ALS Vial : 7 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 29124194
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020419\
Data File : BF112381.D

Aca On : 4 Feb 2019 15:46

Operator : JU/SJ

Sample - K1360-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112381.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020419\
Data File : BF112381.D

Aca On : 4 Feb 2019 15:46

Operator : JU/SJ

Sample - K1360-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 6

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

2.12 3.22 ng 140953 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 6 (2.122 min): BF112381.D (-3) (-) m/z 73.10 100.00%
741
5000 430
55.1 87.1 N —
2.20 2.30 2.40 2.50
S X 1 N USPS FOSSNSSIN 1 IR AN m/z 43.05  36.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HRNURRSE U U LU
430 2.20 2.30 2.40 2.50
550 87.0 m/z 87.10 26.88%
29.0
“l'“'l“'dw"ﬁ"“l'“'l“"w"w"“l'“'l“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
o o 87.0 220 230 240 250
5000 ' m/z 55.10 25.17%
29.0
"|}ﬁql"“l"”l"“l"“l"“l"“l"“l'?lq"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl- AT
73.0 2.20 2.30 2.40 2.50
m/z 71.10 12_.17%
5000 59.0
87.0
43.0
29.0 R Il ‘ 102.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020419\
Data File : BF112381.D

Aca On : 4 Feb 2019 15:46

Operator : JU/SJ

Sample - K1360-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 4.65 ng 203769 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 504 (5.051 min): BF112381.D (-500) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 IEEBARAARERARRERRREN AN
| 83.0 | 480 5.00 520 5.40
NI ¥ SESMIREGSN ) NSRSt HE m/z 59.10 57.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL L I
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.00 22.27%
1 I' i , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 5.00 520 5.40
5000 m/z 58.10 14 .52%
20.0 101.0
e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R N s ma
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.16%
5000
101.0
150 z0 || %80 690 860 LT
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020419\
Data File : BF112381.D

Aca On : 4 Feb 2019 15:46

Operator : JU/SJ

Sample - K1360-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.60 Concentration Rank 1

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

6.60 59.90 ng 2625970 1,4-Dichlorobenzene-d4 6.83
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 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 767 (6.598 min): BF112381.D (-764) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 NSRS SR SRR
401 540 ‘ 6.20 6.40 6.60 6.80 7.00
S 1 | AR N =X N N m/z 68.10 41.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 A IR AR N
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.45%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 28.22%
41.0 97.0
53.0
‘ ‘ 20.0 117.0
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘:::luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i\
Abundance #14491: 5-Aminoindole A RAREE BRI
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.40%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020419\
Data File : BF112381.D

Aca On : 4 Feb 2019 15:46

Operator : JU/SJ

Sample - K1360-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tricosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.24 ng 247321 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 1l-Heneicosanol 312 C21H440 015594-90-8 91
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
Abundance Scan 1996 (13.827 min): BF112381.D (-1992) (-) m/z 57.10 100.00%
7.1
| 1360 13.80 14.00 14.20
ey m/z 43.05 96.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate
51.0
97.0
5000 LRI BN SULUL I U
13.60 13.80 14.00 14.20
m/z 55.05 75.12%
| ??;8102220 2640 322.0 367.0 418.0
m/z--> §0 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
580 970
13.60 13.80 14.00 14.20
5000 m/z 83.05 70.44%
190 1 | | | }339 182.0 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate R e e R e
57.0 13.60 13.80 14.00 14.20
m/z 71.10 66.19%
97.0
5000
h N 3?9 181.0 224.0 264.0 308.0 353.0 454.0
m/z--> éo 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020419\
Data File : BF112381.D

Aca On : 4 Feb 2019 15:46

Operator : JU/SJ

Sample - K1360-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.04 ng 155698 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2102 (14.451 min): BF112381.D (-2098) (-) m/z 57.10 100.00%
57.1
5000
411 1832 14.20 14.40 14.60 14.80
S | 2252 2811 m/z 71.05 79.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000
14.20 14.40 14.60 14.80
99.0 m/z 43.10 66.19%
2500, | J | }4}9 183.0 225.0 296.0
m/z--> éo 100 150 260 250 360 3%0 460
Abundance #219831: Triacontane
57.0
" 1420 14.40 1460 14.80
5000 m/z 85.05 55.30%
99.0
Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460 L
Abundance #209565: Octacosane
57.0 14.20 14.40 14.60 14.80
m/z 55.05 27 .53%
5000
L
| 1 [ 141.0 1830 2250 281.0 337.0 3940
m/z--> 5'0 100 1&'30 2(')0 250 300 350 4(')0 14'20 14. 40 14. 60 14. 80

8270-BF012519.M Tue Feb 05 05:57:45 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020419\
Data File : BF112381.D

Aca On : 4 Feb 2019 15:46

Operator : JU/SJ

Sample - K1360-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.09 3.54 ng 229052 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2211 (15.092 min): BF112381.D (-2205) (-) m/z 57.10 100.00%
57.1
5000 -*J ,
991 lllllll TTTT llllllll
\ '| Il I| i 141.1 1831 2391 2811 14. 80 15. 00 15. 20 15. 40

e L e B N m/z 71.05 79.99%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0

5000 L B e i B B B BB
14. 80 15. 00 15. 20 15. 40

99.0 m/z 43.10 62 .94%

141.0
2ol LA L0 gm0 zs0 720
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0

14.80 15. 00 15. 20 15.40

5000 m/z 85.05 54.85%
} ig 141.0 239.0
LA ALy 40 1830 T 2680 3080 3520
LI B L e e B e L B
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane S L B B B B B
57.0 14.80 15.00 15.20 15.40

m/z 41.05 25.68%

5000
99.0 J
27,0 |kH}M0mw2%omm3m0%mm0

m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15. 20 15. 40

8270-BF012519.M Tue Feb 05 05:57:46 2019 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF020419\
Data File : BF112381.D

Acq On : 4 Feb 2019 15:46

Operator : JU/SJ

Sample - K1360-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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... 2.12 3.2 ng 140953 1 6.83 876823 20.0
2-Pentanone, 4-hy... 5.05 4.7 ng 203769 1 6.83 876823 20.0
unknown6 .60 6.60 59.9 ng 2625970 1 6.83 876823 20.0
Tricosyl trifluor... 13.83 3.2 ng 247321 5 14.00 1525210 20.0
Heneicosane 14 .45 2.0 ng 155698 5 14.00 1525210 20.0
Eicosane 15.09 3.5 ng 229052 6 15.46 1293330 20.0
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