LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097978.D

Aca On : 23 Aug 2017 2:45

Operator : SJ/JU

Sample : 14910-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 3.145 177 180 193 rBvV 67708 137865 3.52% 0.423%
2 4 _.957 484 488 499 rVB 321895 477088 12.19% 1.463%
3 5.369 552 558 561 rBY 3255045 3697624 94.46% 11.339%
4 6.392 726 732 735 rBVY 3364490 3914579 100.00% 12.005%
5 6.522 749 754 757 rBV 3462329 3652818 93.31% 11.202%
6 6.751 789 793 796 rBVY 1039733 867107 22.15% 2.659%
7 6.910 815 820 823 rBVY 2856898 2877107 73.50% 8.823%
8 7.316 883 889 892 rBVY 2353009 2468331 63.05% 7.570%
9 7.404 900 904 912 rVB2 37930 53225 1.36% 0.163%
10 8.033 1006 1011 1013 rBV 1204855 1107746 28.30% 3.397%
11 8.051 1013 1014 1019 rVB 122140 77762 1.99% 0.238%
12 9.110 1188 1194 1197 rBVY 3734358 3714853 94.90% 11.392%
13 9.504 1257 1261 1264 rBV 657147 544904 13.92% 1.671%
14 9.786 1302 1309 1312 rBVY 1106756 1063836 27.18% 3.262%
15 10.221 1380 1383 1386 rVB 57781 43606 1.11% 0.134%
16 10.327 1398 1401 1408 rVB 49282 41815 1.07% 0.128%
17 10.568 1437 1442 1446 rBV 1620893 1703017 43.50% 5.223%
18 10.692 1460 1463 1471 rBvV 81002 87945 2.25% 0.270%
19 11.139 1536 1539 1541 rBvV 54155 45475 1.16% 0.139%
20 11.262 1557 1560 1563 rBVY 1002782 920691 23.52% 2.823%
21 11.286 1563 1564 1567 rVB 167187 108226 2.76% 0.332%
22 11.339 1567 1573 1576 rBV 53582 58377 1.49% 0.179%
23 11.792 1648 1650 1654 rBV2 51770 54701 1.40% 0.168%
24 11.874 1661 1664 1667 rBV2 51792 57066 1.46% 0.175%
25 12.315 1736 1739 1742 rBV 173173 184222 4.71% 0.565%
26 12.474 1763 1766 1769 rVB 147389 125786 3.21% 0.386%
27 12.704 1802 1805 1807 rVB 123385 111142 2.84% 0.341%
28 12.857 1826 1831 1834 rBV 2432223 2503467 63.95% 7.677%
29 13.751 1980 1983 1990 rVB 164783 175982 4 _.50% 0.540%
30 13.898 2004 2008 2011 rBV 894980 871844 22.27% 2.674%
31 14.909 2178 2180 2188 rVB 43382 82321 2.10% 0.252%
32 15.321 2245 2250 2254 rBV 551696 652541 16.67% 2.001%
33 15.780 2325 2328 2331 rVB3 38522 46205 1.18% 0.142%
34 16.256 2404 2409 2416 rVB4 41507 79508 2.03% 0.244%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097978.D

Aca On : 23 Aug 2017 2:45

Operator : SJ/JU

Sample : 14910-04

Misc :

ALS Vial : 22 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 32608782
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097978.D

Aca On : 23 Aug 2017 2:45

Operator : SJ/JU

Sample : 14910-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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: BF097978.D

52
3500000
. 6.38

3000000 6.91
2500000 732
2000000

1500000

6.75
1000000

500000 4.96

. 315 N | 2

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: BF097978.D

3500000

3000000
12.86

2500000

2000000
10.57

1500000

8.03
9.79 11.26

1000000
9.50

500000

11,
0 ® 102233 [[10.69 111 £, 187
I L L L D L L L L L L L L I AL AL A L L L

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: BF097978.D

3500000

3000000
2500000
2000000

1500000

13.90
1000000
15.32

50000043.75

14.91 15.78 16.26

O

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 : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097978.D

Aca On : 23 Aug 2017 2:45

Operator : SJ/JU

Sample : 14910-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown3.15 Concentration Rank 6

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

3.15 3.18 ng 137865 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
2 Propvlene Glvcol 76 C3H802 000057-55-6 40
3 L-Lactic acid 90 C3H603 000079-33-4 9
4 (S)Y-(+)-1.2-Propanediol 76 C3H802 004254-15-3 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 181 (3.151 min): BF097978.D (-177) (-) m/z 45.00 100.00%
43.0
5000 ﬂ\sa“_~_
61.1 280 300 320 340
e m/z 43.00 19.53%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #944: R-(-)-1,2-propanediol
45.0
5000 R R L L
2.80 3.00 3.20 3.40
20.0 m/z 61.10 6.30%
T -“1?ﬁ0---‘l|‘--371q *M T F?30"6ﬁl0" T '?§'9| R I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45.0
280 300 320 340
5000 m/z 44.00 6.12%
29.0
19.0 37.0 53.0 61.0 76.0
miz--> 0 20 3 40 50 6 70 80 90
Abundance #2252: L-Lactic acid
48.0 2.80 3.00 3.20 3.40
m/z 42.00 3.35%
5000
29.0
” 37.0 || 550 63.0 75.0 90.0 |
m/z--> 10 20 30 40 50 60 70 80 9 ' 280 3.00 3.20 340
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097978.D

Aca On : 23 Aug 2017 2:45

Operator : SJ/JU

Sample : 14910-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.96 11.00 ng 477088 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 489 (4.963 min): BF097978.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 2070 4.60 4.80 5.00 5.20
| NS NV M MMMMIMMUMMNMIIELS m/z 59.00 56.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N SRR AR LR
59.0 460 480 500 520
0
150 1010 m/z 101.00 20.29%
\M‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520
5000 410 m/z 58.00 17.62%
126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime R e
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.66%
5000
101.0
150 | 600 840
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097978.D

Aca On : 23 Aug 2017 2:45

Operator : SJ/JU

Sample : 14910-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.52 Concentration Rank 1

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

6.52 84.25 ng 3652820 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 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 754 (6.522 min): BF097978.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 ‘ 980 6.20 640 6.60 6.80
54.0 : : : :
0..,....,....,....,".'...,:!..,:!-.'.|,..':-.,??:9,..!.,397.'9...,....,-'...,.. m/z 68.10 47.39%
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 A
5000 IBENRASEBAREE SRRSE LARRE
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 32.79%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 6.80
5000 m/z 66.00 29.99%
33.0 44.0 105.0
56.0 700 86.0
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.96%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 10 % 30 4 80 8 7o 8 o 100 110 130 130 150 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097978.D

Aca On : 23 Aug 2017 2:45

Operator : SJ/JU

Sample : 14910-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.32 4.00 ng 184222 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 74
2 Hexacosane 366 C26H54 000630-01-3 74
3 Heptadecane 240 C17H36 000629-78-7 72
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 1740 (12.321 min): BF097978.D (-1736) (-) m/z 57.10 100.00%
57.1
85.1
5000
13.1 L B B B et
| | I [l | 4111601 2001 e 12.00 12.20 12.40 12.60
el e m/z 71.10 94 .69%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LR AR UL BN B
12. oo 12 20 12. 40 12.60
m/z 85.10 62.89%
29.0 13.
L 01410169 0107.0205.0253.0  296.0
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance
57.0
12.00 12:20 12.40 12.60 |
5000 85.0 m/z 43.10 51.86%
29.0 113-0141.0169.0197.0225.0253.0 295.0323.0 367 0 J\/Wﬂw
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #94346: Heptadecane T
57.0 12.00 12.20 12.40 12.60
m/z 99.05 24 .66%
85.0
5000
29.0
il P1301410;690197o 240.0
m/z--> % m m M @ ﬁ @ nmnmnmnm'
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097978.D

Aca On : 23 Aug 2017 2:45

Operator : SJ/JU

Sample : 14910-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.75 4.04 ng 175982 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1983 (13.751 min): BF097978.D (-1980) (-) m/z 57.10 100.00%
57.1
T Mﬂ_ﬂﬂ\w
5000
1230.1 267.0 301.2 13.40 13.60 13.80 14.00
— 1968 L 20 m/z 83.10 96.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 DN RIS SN B
13.40 13.60 13.80 14.00
‘ m/z 69.10 90.64%
169.0 238.0
260) || J )| 1380 7 o000 T 2830
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 DN U S B
13.40 13.60 13.80 14.00
5000 m/z 43.10 85 .44%
1399 1820 222.0 2940 3400 MWVJLWM
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R B .
57.0 13.40 13.60 13.80 14.00
97.0 m/z 55.00 84 .57%
169.0
26/0] || || ‘ | | 13807 7 2100 o550 406.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097978.D

Aca On : 23 Aug 2017 2:45

Operator : SJ/JU

Sample : 14910-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5-Ethyl-5-methylnonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.26 2.44 ng 79508 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 72
2 5-Ethvl-5-methvIlnonadecane 310 C22H46 1000360-42-7 64
3 Heneicosane. 10-methvl- 310 C22H46 013287-25-7 64
4 Heptadecane 240 C17H36 000629-78-7 59
5 Hexacosane 366 C26H54 000630-01-3 58
Abundance Scan 2410 (16.262 min): BF097978.D (-2404) (-) m/z 57.00 100.00%
57.0
5000

16.00 16.20 16.40 16.60
m/z 71.00 60.25%

113.0

154.0 185.0 219.2 265.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L L L
1600 16 20 16. 40 16. 60
m/z 43.00 52.09%
290 1130 1419
b b MA0.169.0 1070 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R A REREE e
16.00 16.20 16.40 16.60
5000 85.0 m/z 85.05 48.06%
113.0

155.0 183.0 211.0  253.0 281.0

wmmmmﬁmmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153229: Heneicosane, 10-methyl- A EAREE ma S
57.0 16.00 16.20 16.40 16.60

m/z 55.00 20.77%

5000 8.0

154.0

113.0 182 0
I n“‘ ﬂ JM \ 2110 2390 281.0 3190

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. OO 16 20 16. 40 16. 60

290‘ ‘
|
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_F\DATA\BF082217\
Data File : BF097978.D

Acq On : 23 Aug 2017 2:45

Operator : SJ/JU

Sample : 14910-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
unknown3.15 3.15 3.2 ng 137865 1 6.75 867107 20.0
2-Pentanone, 4-hy... 4_.96 11.0 ng 477088 1 6.75 867107 20.0
unknown6 .52 6.52 84.3 ng 3652820 1 6.75 867107 20.0
Heneicosane 12.32 4.0 ng 184222 4 11.26 920691 20.0
Heptadecyl heptaf... 13.75 4.0 ng 175982 5 13.90 871844 20.0
5-Ethyl-5-methyln... 16.26 2.4 ng 79508 6 15.32 652541 20.0

8270-BF081517.M Wed Aug 23 13:40:38 2017 Page: 10



