LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095857.D

Aca On : 10 Jun 2017 20:12

Operator : SJ/MA

Sample : 13583-04

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:\HPCHEM1I\BNA F\METHODS\8270-BF060517.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_.575 505 508 529 rBV 45505 133323 8.00% 0.909%
2 5.263 621 625 665 rBV 690024 1449543 87.01% 9.878%
3 6.928 904 908 920 rBV 884094 1378826 82.76% 9.396%
4 7.022 920 924 939 rVB 1122505 1665966 100.00% 11.353%
5 7.369 979 983 999 rVB 247372 345133 20.72% 2.352%
6 7.604 1018 1023 1046 rBV 873078 1156747 69.43% 7.883%
7 8.281 1134 1138 1158 rBV 563252 869333 52.18% 5.924%
8 9.398 1324 1328 1346 rBV 344934 481051 28.88% 3.278%
9 11.180 1625 1631 1652 rBV 1266075 1624658 97.52% 11.071%
10 11.874 1745 1749 1761 rBvV 97426 138806 8.33% 0.946%
11 12.221 1803 1808 1813 rBvV 405758 520889 31.27% 3.550%
12 12.269 1813 1816 1828 rVB2 20764 31626 1.90% 0.216%
13 13.080 1947 1954 1958 rBB 19005 23863 1.43% 0.163%
14 13.515 2023 2028 2044 rBvV 566082 842485 50.57% 5.741%
15 13.845 2079 2084 2093 rBvV 17963 28037 1.68% 0.191%
16 14.615 2210 2215 2219 rBvV 386699 510257 30.63% 3.477%
17 14.651 2219 2221 2231 rVB 67261 97632 5.86% 0.665%
18 14.757 2235 2239 2250 rVB 12977 21784 1.31% 0.148%
19 15.574 2371 2378 2382 rBvV2 14128 23925 1.44% 0.163%
20 15.633 2382 2388 2398 rVB3 16963 29416 1.77% 0.200%

21 16.433 2520 2524 2536 rVB 138049 166495 9.99% 1.135%
22 16.739 2571 2576 2583 rBV 145098 177944 10.68% 1.213%
23 16.986 2613 2618 2626 rVB 1195938 1396156 83.80% 9.514%

24 17.215 2654 2657 2662 rVB 16088 19067 1.14% 0.130%
25 18.245 2827 2832 2842 rBV3 46941 85320 5.12% 0.581%
26 18.333 2842 2847 2851 rVVv2 375393 505031 30.31% 3.442%
27 18.368 2851 2853 2865 rVv2 44042 66122 3.97% 0.451%
28 19.603 3059 3063 3066 rBvV 54972 72085 4_.33% 0.491%
29 19.633 3066 3068 3074 rVB 25733 32593 1.96% 0.222%
30 19.892 3109 3112 3117 rVB 33324 35615 2.14% 0.243%
31 19.950 3119 3122 3126 rBV 55951 57169 3.43% 0.390%
32 20.003 3126 3131 3140 rVvVv 291019 397276 23.85% 2.707%
33 20.109 3145 3149 3152 rVB4 16487 20576 1.24% 0.140%
34 20.444 3201 3206 3209 rBvV 27404 35119 2.11% 0.239%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095857.D

Aca On : 10 Jun 2017 20:12

Operator : SJ/MA

Sample : 13583-04

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.491 3209 3214 3216 rBv4 12416 18420 1.11% 0.126%
36 20.815 3265 3269 3274 rBV2 26422 35320 2.12% 0.241%
37 21.197 3328 3334 3338 rBV3 24530 44782 2.69% 0.305%
38 21.244 3338 3342 3350 rVB4 22297 37831 2.27% 0.258%
39 21.533 3386 3391 3399 rBV2 19090 34806 2.09% 0.237%
40 21.733 3420 3425 3434 rVB4 18308 40248 2.42% 0.274%
41 22.303 3518 3522 3531 rVB7 9047 23351 1.40% 0.159%

Sum of corrected areas: 14674626
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Data Path
Data File

Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF061017\
BF095857.D

10 Jun 2017 20:12

SJ/MA

13583-04

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-

= C:\DATABASE\NIST11.L

BFO60517 .M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095857.D

Aca On : 10 Jun 2017 20:12

Operator : SJ/MA

Sample - 13583-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4_.57 7.73 ng 133323 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol 102 C6H140 000623-37-0 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 507 (4.569 min): BF095857.D (-505) (-) 43.00 100.00%
43.0
59.0
5000
101.0
| 829 420 4.40 4.60 4.80 5.00
o) SR MO | PRSI A HESE MRS m/z 59.00 59.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL I AL AL
59.0 420 440 4.60 4.80 5.00
0
150 a0 1010 m/z 101.00 22.10%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 4.80 5.00
5000 m/z 58.00 14.21%
43.0 101.0
o 15.0 310 71.0 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R mma e R
43.0 420 440 460 4.80 500
m/z 41.00 8.92%
57.0
5000
20.0 101.0
0 e ‘ 73.0 83.0
m/z--> 10 20 3'0 40 50 6|O 70 80 90 100 110 420 440 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095857.D

Aca On : 10 Jun 2017 20:12

Operator : SJ/MA

Sample - 13583-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown7.02 Concentration Rank 1

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

7.02 96.54 ng 1665970 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 30
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 924 (7.022 min): BF095857.D (-920) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 si0 || 7m0 %o ot b0 700 736 740
Ol bbb el 30 L300 W~ "m/z 68.10 38.36%
m/z--> 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 I UL L IS I
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 32.63%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.00 21.98%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0 6.60 6.80 7.00 7.20 7.40
m/z 96.10 14 .39%
97.0
5000
70.0
31.0
0 ‘ 44.0 L, 6(‘)\0 860 | 116.0 !
m/z--> 30 40 50 60 7'0 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095857.D

Aca On : 10 Jun 2017 20:12

Operator : SJ/MA

Sample - 13583-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.24 3.38 ng 85320 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
2 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
3 1l-Heptacosanol 396 C27H560 002004-39-9 91
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2831 (18.239 min): BF095857.D (-2827) (-) m/z 57.10 100.00%
57.1
97.1
5000
234.0
| |139.2 18.00 18.20 18.40 18.60
o—F et A m/z 55.00 80.73%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0
5000
18.00 18.20 18.40 18.60
. m/z 69.00 78.98%
0 27\~0\‘ | “‘ \H \H\ \ﬂﬁﬁ T 168'0\ 21\0'0 255.0 356.0
m/z--> 50 100 150 200 250 300 350
Abundance
430/ oo g
18.00 18.20 18.40 18.60
5000 m/z 43.05 77.15%
111.0
0 168.0197.0 241.0
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 |97.0 18.00 18.20 18.40 18.60
m/z 83.10 70.85%
5000
39.0
27,0] | ‘l J’ | H |, 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095857.D

Aca On : 10 Jun 2017 20:12

Operator : SJ/MA

Sample - 13583-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Indeno[1,2,3-cd]fluoranthene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.20 2.25 ng 44782 Perylene-d12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll1l.2.3-cdlfluoranthene 276 C22H12 000193-43-1 87
2 Benzolahilpervlene 276 C22H12 000191-24-2 87
3 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 87
4 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 87
5 2-Amino-3-cyano-4,5-diphenylthio... 276 C17H12N2S 042160-34-9 50
Abundance Scan 3334 (21.197 min): BF095857.D (-3328) (-) m/z 276.10 100.00%
276.1
5000
138.0
59.9 96.0 193.0 248.0 20.80 21.00 21.20 21.40 21.60
o m/z 138.00 28.19%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124623: Indeno[1,2,3-cd]fluoranthene
276.0
5000 138.0
20.80 21.00 21.20 21.40 21.60
m/z 137.10 23 .59%
174.0 198.0 224.0 248.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
276.0
20.80 21.00 21.20 21.40 21.60
5000 m/z 277.10 22.31%
138.0
0l 39.0 630 91.0111.0 158.0 198.0 222.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124617: Indeno[1,2,3-cd]pyrene
276.0 20.80 21.00 21.20 21.40 21.60
m/z 274.10 16.52%
5000
8.0 138.0
0 |, 91. 0111 O\H “ 224.0 248.0 \M‘
R B o o o EEREE R Enas s a e R RAR LI e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095857.D

Aca On : 10 Jun 2017 20:12

Operator : SJ/MA

Sample - 13583-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown21.73 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.73 2.03 ng 40248 Perylene-di12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 43
2 Octadecane 254 C18H38 000593-45-3 43
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 43
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 43
5 Tridecane 184 C13H28 000629-50-5 38
Abundance Scan 3425 (21.733 min): BF095857.D (-3420) (-) m/z 57.05 100.00%
5%.0
5000 85.1
276.0
137.0 L B SR L IR
RN rlT 1| I 1711 207.0 ‘l 2140 2160 21,80 22.00
Ol prereprrbpetbe et e el e e e prere by e || M/z 71.10  68.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175555: Tetracosane
57.0
5000: 85.0 L L NI B A B
21. 40 21 60 21. 80 22.00
20,0 113.0 m/z 43.05 54 _.68%
bk L b iy ] ‘\14‘\10\16?0‘197022502530281030903380
m/z--> 25 45 éo 50 160 120 150 1éo 180 200 220 240 260 280 300 320 340
Abundance
57.0
2140 21.60 21.80 22.00
5000 85.0 m/z 85.10 40.08%
29.0

113.0 141.0 169.0 197.0 2250 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48844: Dodecane, 2-methyl-
43.0 21.40 21.60 21.80 22.00
m/z 276.00 30.97%
5000 71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061017\
Data File : BF095857.D

Acq On : 10 Jun 2017 20:12

Operator : SJ/MA

Sample - 13583-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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-Pentanone, 4-hy... 4_57 7.7 ng 133323 1 7.37 345133 20.0
unknown? .02 7.02 96.5 ng 1665970 1 7.37 345133 20.0
Pentafluoropropio... 18.24 3.4 ng 85320 5 18.33 505031 20.0
Indeno[1,2,3-cd]f... 21.20 2.3 ng 44782 6 20.00 397276 20.0
unknown21.73 21.73 2.0 ng 40248 6 20.00 397276 20.0
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