LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113988.D

Aca On = 25 Apr 2019 20:02

Operator : JU/SJ

Sample = K2555-07

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-BF042219 .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 2.152 6 11 17 rBvV 162371 206767 4 _.45% 0.793%
2 5.510 578 582 595 rBY 1310094 1262128 27.16% 4.839%
3 6.516 749 753 766 rBY 1098274 934199 20.10% 3.582%
4 6.663 774 778 782 rBVY 2582924 2320717 49.94% 8.898%
5 6.892 814 817 821 rBV 681932 578141 12.44% 2.217%

7.051 840 844 848 rBV 2494361 2147200 46.20% 8.233%
7.451 908 912 915 rBV 1774700 1672752 35.99% 6.414%
8.175 1031 1035 1049 rBvV 788897 736578 15.85% 2.824%
4095378 3454643 74.34% 13.246%
9.933 1330 1334 1347 rBvV 879260 923689 19.88% 3.542%
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11 10.716 1463 1467 1486 rBV 2347686 2543705 54.74% 9.753%
12 11.416 1582 1586 1594 rBV 1169699 1045455 22.50% 4._.009%
13 11.939 1671 1675 1679 rBV 150737 148095 3.19% 0.568%
14 12.722 1805 1808 1819 rBV2 65766 85607 1.84% 0.328%
15 13.004 1851 1856 1859 rBV 4456397 4647214 100.00% 17.818%

16 14.051 2030 2034 2050 rVB 1174558 1242287 26.73% 4._.763%
17 14.527 2110 2115 2119 rBV2 89749 94219 2.03% 0.361%
18 14.845 2165 2169 2172 rBV 147032 147931 3.18% 0.567%
19 15.186 2223 2227 2232 rBV 185493 200565 4._.32% 0.769%
20 15.545 2282 2288 2291 rBV 772434 1086545 23.38% 4.166%

21 15.574 2291 2293 2304 rVB 194717 228661 4.92% 0.877%
22 16.021 2363 2369 2375 rBV 132280 195597 4.21% 0.750%

23 16.539 2450 2457 2464 rBV 70325 126845 2.73% 0.486%
24 17.145 2554 2560 2566 rVB5 23542 51411 1.11% 0.197%

Sum of corrected areas: 26080951
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF042519\
Data File : BF113988.D

Aca On - 25 Apr 2019 20:02

Operator : JU/SJ

Sample . K2555-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF042219 .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: BF113988.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113988.D

Aca On = 25 Apr 2019 20:02

Operator : JU/SJ

Sample = K2555-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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.

2.15 7.15 ng 206767 1,4-Dichlorobenzene-d4 6.89
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 11 (2.152 min): BF113988.D (-6) (-) m/z 73.00 100.00%
73.0
5000
30 5.0 8r.1 RN R R U IR U
2.20 2.30 2.40 2.50 2.60
Obrr bbb e et e e e e e e || Mz 42.95 30 24%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 RS UARARIUULURE ULEE AR R R
430 S50 220 2.30 2.40 2.50 2.60
‘ 87.0 m/z 87.10 25.39%
27.0
0 w'Mw“'mtj“l“'w'“'HJ'w'“'w'&q¥9'w'“l'“'w'“
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R R R U UL U
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 55.00 22 .95Y%
29.0 ‘
o 1, | “ iR “‘ . 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- R A A
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.15%
5000
45.0
29.0
0 || 50 ‘ 101.0
m/z--> 20 3'0 4'0 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113988.D

Aca On = 25 Apr 2019 20:02

Operator : JU/SJ

Sample = K2555-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 unknown6.66 Concentration Rank 1

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

6.66 80.28 ng 2320720 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 777 (6.657 min): BF113988.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 540 ||l g 970 .o 640 6.60 680 7.00
Obrrprrrr e pree el e S0 L 3089 "m/z 68.00 43.09%
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
5000 U R R R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.53%
0"v'“l“'wL”ww!“JL'w'“!w'“v'“l”'w'“'w'“l“”l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
640 6.60 680 7.00
5000 m/z 66.00 26.61%
150 280 390 520 830 770 900 1040 .., ||
miz> 10 % 30 40 50 6 70 80 %0 100 110 130 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.05%
5000
630 104.0
3$)mo 7ﬂ 90.0 uro |
S e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113988.D

Aca On = 25 Apr 2019 20:02

Operator : JU/SJ

Sample = K2555-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.94 2.83 ng 148095 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 45

Abundance Scan 1675 (11.939 min): BF113988.D (-1671) (-) m/z 73.00 100.00%
73.0
43.0
5000 1290
97.0 213.2 I
171.0 256.2 11.60 11.80 12.00 12.20
(o} m/z 60.00 69.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L DAL BN UL SULLRE
83.0 nmnmnmnm
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.05  66.10%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 30
11.60 11.80 12.00 12.20
5000 m/z 57.10 59 .55%
129.0
171.0 214.0
97.0
0..w.”.,“...”“.w.”.,“.w+?%0”....” N N
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 41.00 52.84%
5000 129.0
0l15.0 |
.”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113988.D

Aca On = 25 Apr 2019 20:02

Operator : JU/SJ

Sample = K2555-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .84 2.72 ng 147931 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2168 (14.839 min): BF113988.D (-2165) (-) m/z 57.00 100.00%
5000
14.60 14.80 15.00 15.20
0! m/z 71.10 76.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 85.05 58.42%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 2%0 360 3éo 460
Abundance #215181: 2-methyloctacosane
57.0
" 14.60 14.80 15.00 15.20
5000 m/z 43.05 57.07%
99.0
0260 | Il | ) 2410 1830 2250 267.0 3090 3650
m/z--> 50 160 1éo 260 2%0 360 3éo 460
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- T T T
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.22%
5000
] 90 40 211.0
0..u,hu.‘w,ﬂﬂ.ﬂﬁ....,ﬂ... ———— A e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113988.D

Aca On = 25 Apr 2019 20:02

Operator : JU/SJ

Sample = K2555-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.19 3.69 ng 200565 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2228 (15.192 min): BF113988.D (-2223) (-) m/z 57.00 100.00%
5000
411 1831 14.80 15.00 15.20 15.40 15.60
o 230.2 2830 m/z 71.05 78.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
51.0
5000
14.80 15.00 15.20 15.40 15.60
99.0 m/z 85.05 62.52%
0260] | 4. ﬂ | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 43.00 53.50%
99.0
01260 L1y 1410 1830 2050 267.0 300.0  365.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane R e e e L
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.05 22 .47%
5000
99.0
o280} ||l | 1410 1830 2250 281.0 337.0  394.0
m/z--> 5 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113988.D

Aca On = 25 Apr 2019 20:02

Operator : JU/SJ

Sample = K2555-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 5
R.T. EstConc Area Relative to ISTD R.T.
16.02 3.60 ng 195597 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
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 2369 (16.021 min): BF113988.D (-2363) (-) m/z 57.05 100.00%
57.0 q
5000
141 1 183 2 15.80 16.00 16.20 16.40
oL, |, “ Lo 1832 2251 2670 m/z 71.00 83.63%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
15.80 16.00 16.20 16.40
99.0 m/z 85.10 63.48%
o 280 | | | ﬂ,] 1410 1830 2250 267.0 309.0  365.0304.0
m/z--> 50 100 1%0 " 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
15.80 16.00 16.20 16.40
5000 m/z 43.00 56.16%
99.0
ol l A .J |, 1410 1830 P80 3080 3520
m/z--> 50 100 150 200 2éo 300 350
Abundance #202662: Heptacosane LA BEE paateaee
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.89%
5000
27,0 990 1410
olZo U AT, 10 1830 2250 2670 3230 3800
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113988.D

Aca On = 25 Apr 2019 20:02

Operator : JU/SJ

Sample = K2555-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 8
R.T. EstConc Area Relative to ISTD R.T.
16.54 2.33 ng 126845 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hentriacontane 437 C31H64 000630-04-6 94
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2457 (16.539 min): BF113988.D (-2450) (-) m/z 57.00 100.00%
57.0
99.0 IUNAUMUASUNAUURES
] | ‘I | 1411 1832 283.0 16.20 16.40 16.60 16.80
ob—d Al b ) 0 Yy m/z 71.05 82.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 IUNAUMUASUNAUUAES
16.20 16.40 16.60 16.80
99.0 m/z 85.05 57.02%
oL LI L] 140 1800 2050 2820
m/z--> éo 160 150 260 250 360 3%0 460 '
Abundance #223852: Hentriacontane
57.0
16.20 16.40 16.60 16.80
5000 m/z 43.10 55.01%
99.0
oL Al | #4140 1830 2250 267.0 3000 3310 4370
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #105893: Heptadecane, 2-methyl- R o EEAER R
43.0 16.20 16.40 16.60 16.80
m/z 99.00 22 .66%
5000
85.0
J | 220 1690 10 e \
m/z--> éo 160 1éo 260 2%0 360 3%0 460 ! 16.20 16.40 16.60 16.80

8270-BF042219.M Fri Apr 26 15:51:52 2019 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042519\
Data File : BF113988.D

Acq On : 25 Apr 2019 20:02

Operator : JU/SJ

Sample - K2555-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
Quant Title : 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... 2.15 7.2 ng 206767 1 6.89 578141 20.0
unknown6 .66 6.66 80.3 ng 2320720 1 6.89 578141 20.0
n-Hexadecanoic acid 11.94 2.8 ng 148095 4 11.42 1045460 20.0
Triacontane 14.84 2.7 ng 147931 6 15.54 1086550 20.0
Octacosane 15.19 3.7 ng 200565 6 15.54 1086550 20.0
2-methyloctacosane 16.02 3.6 ng 195597 6 15.54 1086550 20.0
Eicosane 16.54 2.3 ng 126845 6 15.54 1086550 20.0
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