LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112717\
Data File : BF100886.D

Aca On : 27 Nov 2017 12:38

Operator : SJ/JU

Sample : 16574-03

Misc :

ALS Vial : 8 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-BF110817.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 5.081 505 509 516 rBV 78621 94325 6.29% 0.721%
2 5.475 572 576 579 rBVY 1162046 1045626 69.68% 7 .990%
3 6.486 743 748 759 rBVY 1235203 1173581 78.21% 8.968%
4 6.628 767 772 775 rBVY 1301845 1174202 78.25% 8.973%
5 6.857 807 811 814 rBV 573831 454671 30.30% 3.474%
6 7.010 833 837 841 rBVY 1064365 956634 63.75% 7.310%
7 7.422 901 907 910 rBV 766676 756521 50.41% 5.781%
8 8.139 1025 1029 1032 rBV 743393 610738 40.70% 4_.667%
9 9.216 1206 1212 1215 rBvV 1637317 1500590 100.00% 11.467%
10 9.286 1220 1224 1227 rVV 33134 25768 1.72% 0.197%
11 9.604 1273 1278 1281 rBV 186520 147944 9.86% 1.131%
12 9.816 1306 1314 1318 rBV 87974 72262 4.82% 0.552%
13 9.892 1323 1327 1331 rBVY 775019 699160 46.59% 5.343%
14 10.045 1349 1353 1357 rBvV5 11758 19498 1.30% 0.149%
15 10.139 1365 1369 1373 rBvV2 13884 15655 1.04% 0.120%
16 10.316 1396 1399 1402 rVB 94975 69925 4 .66% 0.534%
17 10.533 1431 1436 1439 rBvV 21622 25896 1.73% 0.198%
18 10.680 1458 1461 1467 rVB 781772 688680 45.89% 5.263%
19 10.786 1476 1479 1489 rVB 71475 76583 5.10% 0.585%
20 11.233 1552 1555 1558 rBV 29769 26844 1.79% 0.205%
21 11.380 1576 1580 1583 rBV 877771 720237 48.00% 5.504%
22 11.892 1662 1667 1672 rBV2 22353 28726 1.91% 0.220%
23 12.592 1783 1786 1791 rVB 53027 40561 2.70% 0.310%
24 12.821 1820 1825 1828 rBV 46157 42517 2.83% 0.325%
25 12.962 1845 1849 1853 rBVY 1452353 1378410 91.86% 10.533%
26 13.145 1873 1880 1885 rBVv4 8603 21414 1.43% 0.164%
27 13.498 1936 1940 1942 rBV 17198 18837 1.26% 0.144%
28 13.851 1996 2000 2006 rVB2 65307 75233 5.01% 0.575%
29 14.021 2025 2029 2032 rBV 509591 483516 32.22% 3.695%
30 15.056 2201 2205 2212 rBV2 24093 44335 2.95% 0.339%
31 15.115 2212 2215 2219 rVvV 22034 23112 1.54% 0.177%
32 15.427 2264 2268 2272 rVB2 17212 22048 1.47% 0.168%
33 15.492 2273 2279 2287 rBV 369922 457780 30.51% 3.498%
34 16.180 2392 2396 2405 rVB6 17880 32243 2.15% 0.246%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112717\
Data File : BF100886.D

Aca On : 27 Nov 2017 12:38

Operator : SJ/JU

Sample : 16574-03

Misc :

ALS Vial : 8 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-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.627 2466 2472 2476 rVB6 13025 25232 1.68% 0.193%
36 16.956 2524 2528 2533 rVB5 9866 16624 1.11% 0.127%
37 17.203 2565 2570 2576 rBVS8 10287 20527 1.37% 0.157%

Sum of corrected areas: 13086455
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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:\HPCHEMI\BNA F\DATA\BF112717\

BF100886.D

27 Nov 2017 12:38

SJ/Ju

16574-03

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100886.D
1500000
6.63
6.49
5.47
7.01
1000000
7.42
6.86
500000
5.08
O L e e e e e L B e e e e e L s e e e L B e L B e e e L B me e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100886.D
9|22
1500000 12.96
1000000
11.38
8.14 9.89 10.68
500000
9.60
9.8 10.32
. 0.2 fL 10114 | 1053570 1123 11.89 125912.82| 1314 1350
A e e e e L B e e L e e E S e e oL T4 T Pyt =
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100886.D
1500000
1000000
14.02
500000
13062 15. 16.18 16.63 16.96 17.20
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100886.D

Aca On : 27 Nov 2017 12:38

Operator : SJ/JU

Sample : 16574-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.08 4_.15 ng 94325 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 509 (5.081 min): BF100886.D (-505) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 U UL N L SRR
| 83.0 480 5.00 5.20 5.40
o} NS N | PSSV | NS chc MO N m/z 59.00 58.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI L LR L UL
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.00 19.67%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 13.56%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L L B
43.0 480 5.00 5.20 5.40
m/z 41.00 10.16%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁ"'wéﬁ?w"'h"'VQQQw"'i“"l' R UL L R ISR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100886.D

Aca On : 27 Nov 2017 12:38

Operator : SJ/JU

Sample : 16574-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 1

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

6.63 51.65 ng 1174200 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF100886.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 NEPLASEEE SRS SRS A
401 540 6.20 6.40 6.60 6.80 7.00
o....,...::'!...,::..,.:I-.',..7.5.",1....,..!.,%??:?....,....,"...,... m/z 68.10 36.64%
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 N
5000 A UL A I
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 31.94%
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.69%
41.0 97.0
53.0
79.0 117.0
0'”'I”"P"W"”I'”'I”"P"W"”I&qzo”"ﬁ"W"”l'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .33%
5000
630 104.0
390 51.0 | 70 900 117.0
OH'W'“JH'“P“'wlM'V'ml“'ﬂ““'wu“l“”w'“'”t“l“' USRS SR S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100886.D

Aca On : 27 Nov 2017 12:38

Operator : SJ/JU

Sample : 16574-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Tetracosane Concentration Rank 6

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

9.82 2.07 ng 72262 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1315 (9.822 min): BF100886.D (-1306) (-) m/z 57.05 100.00%
57.0
5000 851
L 1259 9.60 9.80 10.00 10.20
o m/z 43.10 69.13%
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
5000
85.0 9.60 9.80 10.00 10.20
29.0 m/z 71.10 51.56%
: 113.0
0 | “ h | 777 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> §o 160 150 260 2éo 360
Abundance
57.0
9.60 9.80 10.00 10.20
5000 85.0 m/z 85.10 38.24%
29.0
. 113.0141.0160.0197.0225.0 253.0  296.0
m/z--> §o 160 1%0 260 250 360
Abundance #94345: Heptadecane
57.0 9.60 9.80 10.00 10.20
m/z 41.00 32.00%
5000 85.0
29.0
m/z--> §o 160 1%0 260 2éo 360 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100886.D

Aca On : 27 Nov 2017 12:38

Operator : SJ/JU

Sample : 16574-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.00 ng 69925 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1400 (10.321 min): BF100886.D (-1396) (-) m/z 57.00 100.00%
51.0
5000 85.0
39 113.0 10.00 10.20 10.40 10.60
0 m/z 43.05 72.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
w000 B0 1000 10,20 10140 10,60
29.0 m/z 71.10 56.61%
. L MB0 1410 1690 196.0 240.0
m/z--> 20 i éo 80 160 120 150 160 180 200 220 250
Abundance
57.0
10.00 10.20 10.40 10.60
0,
5000 85.0 m/z 85.05 47 .44%
29.0
o 113.0 1410 1690 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane
57.0 10.00 10.20 10.40 10.60
m/z 41.10 32.86%
5000
85.0
29.0
0 | ‘\ H o L 113 0 1410 184.0
m/z--> 20 4'0 6|0 8IO 100 12'0 140 160 180 200 220 240 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100886.D

Aca On : 27 Nov 2017 12:38

Operator : SJ/JU

Sample : 16574-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.13 ng 76583 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
Abundance Scan 1480 (10.792 min): BF100886.D (-1476) (-) m/z 57.10 100.00%
57.1
5000
10,40 10,60 10.80 11.00 11.20
(o} m/z 71.05 64 .20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
5000 LN PR SRR B
85.0 10.40 10.60 10.80 11.00 11.20
410 m/z 43.05 63.29%
oL 20.0/ “\ b “ 180 1410 184.0
m/z--> 25 Jo éo 85 160 150 150 1éo 1§o 260 '
Abundance
57.0
10,40 10,60 10.80 11.00 11.20
5000 410 85.0 m/z 85.10 45 _.73%
0 113.0 1410 168.0 212.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.05 34.23%
85.0
5000 1o
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 ' 10 40 10. 60 10 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100886.D

Aca On : 27 Nov 2017 12:38

Operator : SJ/JU

Sample : 16574-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.11 ng 75233 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 93

Abundance Scan 2000 (13.851 min): BF100886.D (-1996) (-) m/z 55.00 100.00%

548/0 83.1

5000
139.1165.1  209.0234.0 13.60 13.80 14.00 14.20
0! m/z 57.05 98.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 LA L L L L L LB
13.60 13.80 14.00 14.20
29.0 125.0 m/z 43.05 92.82%
0 Ll 196.0224.0  269.0 320.0
A lARaanas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 83.0
I a  BREEEEES B
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 87 .98%
29.0
o 1390467.0 106.0  238.0266.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate T

13.60 13.80 14.00 14.20
m/z 69.05 78.76%

5000
29.0 125.0
154.0 182.0 210.0 238.0 283.0

334.0
N BN s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112717\
Data File : BF100886.D

Acq On : 27 Nov 2017 12:38

Operator : SJ/JU

Sample - 16574-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.08 4.2 ng 94325 1 6.86 454671 20.0
unknown6.63 6.63 51.6 ng 1174200 1 6.86 454671 20.0
Tetracosane 9.82 2.1 ng 72262 3 9.89 699160 20.0
Heptadecane 10.32 2.0 ng 69925 3 9.89 699160 20.0
Tridecane 10.79 2.1 ng 76583 4 11.38 720237 20.0
Trifluoroacetoxy ... 13.85 3.1 ng 75233 5 14.02 483516 20.0
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