LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 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-BF113017.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 5.057 501 505 513 rBV 49096 84493 5.51% 0.655%
2 5.451 567 572 587 rBVY 1342410 1407971 91.76% 10.919%
3 6.475 741 746 759 rBVY 1253413 1476717 96.24% 11.453%
4 6.598 763 767 771 rVV 1477044 1454511 94.80% 11.280%
5 6.822 802 805 810 rVB 348895 273694 17 .84% 2.123%
6 6.981 828 832 835 rBVY 1334162 1132732 73.82% 8.785%
7 7.392 897 902 905 rBV 866767 836289 54.50% 6.486%
8 7.498 917 920 925 rVB2 13575 16774 1.09% 0.130%
9 8.104 1020 1023 1034 rVB 394322 347018 22.62% 2.691%
10 9.180 1202 1206 1209 rBV 1652146 1534355 100.00% 11.900%
11 9.251 1215 1218 1221 rBV 23016 16754 1.09% 0.130%
12 9.574 1267 1273 1280 rVB 133942 117491 7.66% 0.911%
13 9.780 1305 1308 1312 rVB 52242 38563 2.51% 0.299%
14 9.863 1318 1322 1326 rBV 401527 330318 21.53% 2.562%
15 10.280 1391 1393 1396 rVB 53175 38035 2.48% 0.295%
16 10.498 1425 1430 1433 rBvV 18226 18752 1.22% 0.145%
17 10.657 1453 1457 1467 rBV 773809 719448 46.89% 5.580%
18 10.757 1471 1474 1482 rBvV 40645 53117 3.46% 0.412%
19 11.204 1547 1550 1552 rBvV 24926 19331 1.26% 0.150%
20 11.357 1572 1576 1578 rBV 354755 298585 19.46% 2.316%
21 11.380 1578 1580 1587 rVB 44717 38256 2.49% 0.297%
22 11.874 1659 1664 1668 rBV3 68041 74996 4 .89% 0.582%
23 12.292 1729 1735 1738 rBV 33471 34864 2.27% 0.270%
24 12.574 1779 1783 1785 rBV 93117 86312 5.63% 0.669%
25 12.604 1785 1788 1791 rVB 146201 122789 8.00% 0.952%
26 12.657 1796 1797 1802 rVB5 13349 18596 1.21% 0.144%
27 12.745 1810 1812 1815 rVB2 30851 26951 1.76% 0.209%
28 12.804 1819 1822 1824 rVV 64175 52025 3.39% 0.403%
29 12.945 1841 1846 1849 rVB 1221139 1112454 72.50% 8.628%
30 13.321 1907 1910 1914 rVB5 17147 21412 1.40% 0.166%

31 13.468 1931 1935 1938 rVB 553543 443518 28.91% 3.440%
32 13.827 1993 1996 2005 rVB2 99419 108791 7.09% 0.844%
33 13.962 2017 2019 2023 rBV 39897 38820 2.53% 0.301%
34 14.009 2023 2027 2030 rVvVv 280742 302468 19.71% 2.346%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 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-BF113017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.033 2030 2031 2034 rVB 41404 22432 1.46% 0.174%
36 14.162 2051 2053 2055 rBV 38001 24692 1.61% 0.191%

37 15.486 2275 2278 2282 rVB 133944 149861 9.77% 1.162%

Sum of corrected areas: 12894185
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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: BF101356.D
1500000 6.60
5.45 6.98
6.47
1000000
7.39
500000
6.82
5.06 750
o—_ " e e 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: BF101356.D
9|18
1500000
12.94
1000000
10.66
13.47
500000
8.10 9.86 11.36
60
9.57 17
25 | 97 10.2850/10.76 1128438 1587 1220 g # 13.32
O e i B B e e e e L S AL B e e e e A T A
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: BF101356.D
1500000
1000000
500000
14.01
15.49
1383 w416
r Y777
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF113017.M Wed Dec 13 14:43:20 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 5

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

5.06 6.17 ng 84493 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 505 (5.057 min): BF101356.D (-501) (-) m/z 43.10 100.00%
43
59
5000
101 AN RARAN SRR AAARS AN
| 83 | 4.80 500 5.20 5.40
e = = R T m/z 59.10 57 .14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U L R R I
4.80 500 5.20 5.40
59 m/z 101.00 19.30%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
31 U L R R I
4.80 500 5.20 5.40
5000 41 m/z 58.00 14.88%
73
15 47 53 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R L R T HAS
43 4.80 500 5.20 5.40
m/z 41.10 9.04%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 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\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF113017.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 unknown6.60 Concentration Rank 1

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

6.60 106.29 ng 1454510 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 767 (6.598 min): BF101356.D (-763) (-) m/z 132.00 100.00%
5000 68
© s |l o ® e 620 60 Gbo 6k 7o
o} B R R m/z 68.10 41.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 og 116 NSEPE RS SARE SRR
6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.20%
S N I N -3
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
117 620 640 6.60 6.80 7.00
5000 m/z 66.10 25 .45%
39 91
27 Sl 65 77 105
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.49%
5000
33 44 o 105 ‘
R '“"'iq""' P" "‘IJ"%¥5I' L L WL
m/z--> 20 40 80 100 120 140 160 180 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\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Tetradecane Concentration Rank 9

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

9.78 2.33 ng 38563 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 Cl16H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 78

5 Sulfurous acid, butyl nonyl ester 264 C13H2803S

1000309-17-6 72

Abundance Scan 1308 (9.780 min): BF101356.D (-1305) (-)
57
43
71
5000
85
. 99 112 127
-ttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85
29
99
15 J U 113127 141 156 169 198
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o7
71
5000
85
29
15 99 113 127 141 155 184
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 ¥
5000 n
85
29
| L L w 99 113 127 141 155 160 183 197 226
N B B B e AR R RS s B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

ik

m/z 57.05 100.00%

9.40 9.60 9.80 10.00

m/z 43.10 78 .10%

.

940 9.60 980 10.00

m/z 71.10 56.07%

9.40 9.60 9.80 10.00

m/z 41.10 39.43%

9.40 9.60 9.80 10.00

m/z 85.10 33.93%

9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Pentadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.28 2.30 ng 38035 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tritetracontane 605 C43H88 007098-21-7 86

Abundance Scan 1393 (10.280 min): BF101356.D (-1391) (-) m/z 57.05 100.00%
g7
43

5000

10.00 10.20 10.40 10.60

113 127 151
m/z 43.10 75.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 LA L L L L L L LB
85 10.00 10.20 10,40 10.60
29 m/z 71.10 57 .64%
99
HJLHA _pS 127141155 169 183 212
N I o o o o B LRSS R o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 41 .24%
113 127 141 155 169 183 197 226
L A e o e B e S S REm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57 10.00 10.20 10.40 10.60
43 m/z 41.05 34.10%
71
5000 85
29
99
15 J Al g 113127 141 156 169 198
T I o o o B o o AL i e oo o R EERERE SRS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 7
R.T. EstConc Area Relative to ISTD R.T.
10.76 3.56 ng 53117 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Sulfurous acid. butyl octadecvl ... 390 C22H4603S 1000309-18-5 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1475 (10.763 min): BF101356.D (-1471) (-) m/z 57.10 100.00%
57
5000
85
| "1?9 183 10,40 10.60 10.80 11.00
e e m/z 71.05 64.69%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000
85 10.40 10.60 10.80 11.00
29 m/z 43.10 59.57%
7| L || (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
10,40 10.60 10.80 11.00
5000 85 m/z 41.10 39.42%
29 113 141 169 197 240
miz-> 50 100 150 200 250 300 350
Abundance #105885: Octadecane R EE R E s
57 10.40 10.60 10.80 11.00
m/z 85.10 31.49%
5000 85
29
FUL L) M8 141 169 197 205 254

T |
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.87 5.02 ng 74996 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1663 (11.868 min): BF101356.D (-1659) (-) m/z 43.05 100.00%
448 60 73
5000
97 1151 157 213
Jﬂ 13| 1718518 1160 11180 1200 1230
Frepeerhe m/z 73.00 99.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 R UL U UL S

11.60 11.80 12. OO 12 20

m/z 60.00 96.16%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R e L
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 82.27%
29 g7
199
101115 143457991185 213 242
15 226
A B o L e A EEaas EESEE s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid R EEEEE RS
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 71.52%
5000 129
29
15 L#“ 143157
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:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl2.29 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.29 2.34 ng 34864 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazol-4-amine. 1-(3.4-dichloro... 241 C10H9CI2N3 1000273-77-4 47
2 2(1H)-Ouinolinone. hvdrazone 159 C9HON3 015793-77-8 38
3 Diisopropviphosphetanium bromide 238 C9H20BrP 1000159-99-4 27
4 Methvl 3-amino-2-cvano-3-(3-indo... 241 C13H11N302 018234-27-0 25
5 8-Metyl-8-aza-5,10-dioxa-4-silas... 187 C8H17NO2Si 1000278-58-0 22
Abundance Scan 1735 (12.292 min): BF101356.D (-1729) (-) m/z 159.10 100.00%
1%9
241
5000 185
43 117 143 213
65 91 199 256 12.00 12.20 12.40 12.60
m/z 241.20 69.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94614: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)-
159
241
5000 R AR SRR SRR AR
12. oo 12 20 12. 40 12 60
89 125 213 m/z 185.10 37.09%
41
N ‘.“---“‘ sl 208 IUM, 43| 17318000 | 227 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
129 159
NN 'W"”I'Am
12.00 12.20 12.40 12.60
5000 144 m/z 143.10 23.00%
102
28 51 75 89 115
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92766: Diisopropylphosphetanium bromide
159 12.00 12.20 12.40 12.60
m/z 117.10 21.71%
5000 43
27
‘ 590 497
,,,IH‘”\II\LM m\\ ,,\”1|0:§” f3lus,) | 18390 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 9 Hexanedioic acid, bis(2-eth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.47 29.33 ng 443518 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 87
2 Diisooctvl adipate 370 C22H4204 001330-86-5 78
3 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 64
4 Adipic acid. decvl 2-ethvlhexvl ... 398 C24H4604 1000324-48-8 59
5 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1000324-48-0 59
Abundance Scan 1935 (13.468 min): BF101356.D (-1931) (-) m/z 129.10 100.00%
129
5000
1 041 13.20 13.40 13.60 13.80
o e L ?Zn MS_ 185 212 He260 318 ' "m/z 57.10 48.17%
m/z-> 0 50 100 150 200 250 300 350
Abundance #196973: Hexanedioic acid, bis(2-ethylhexyl) ester
129
5000 57 AR AR
13.20 13.40 13.60 13.80
‘ - m/z 55.05 32.68%
\ H h ‘ i 194‘\ i ,%8,172, -1?9-21-9-2‘-‘0. 284 313 341 370
m/z-> 0 100 150 200 250 300 350
Abundance
129
57 13.20 13.40 13.60 13.80
5000 m/z 70.05 29.30%
29 83
241
102 148 172 199 260 284 313 341 370
m/z-> 0 50 100 150 200 250 300 350
Abundance #196857: Hexanedioic acid, dioctyl ester
129 13.20 13.40 13.60 13.80
57 m/z 71.10 28.35%
5000
| 19% j 149 185 212 \ 260279 313 341 370 . )L N
T T T 7T T T T 1 T T 7T T LI —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z-> 0 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101356.D

Aca On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 10 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 7.19 ng 108791 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 99
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 90
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
Abundance Scan 1996 (13.827 min): BF101356.D (-1993) (-) m/z 43.10 100.00%
a3
111
‘ 152181 229 261 a1a 560 13180 1410 1420
RN -.nlm- by m/z 57.10 91.21%
m/z--> 50 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 R N S UM B
29 11 13.60 13.80 14.00 14.20
m/z 55.10 86 .89%
i “ M‘ ‘ \‘139 167 196 224 252 260
m/z--> 50 250 300 350 400 450 '
Abundance
55
83 " 13.60 13.80 14.00 14,20
5000 m/z 83.10 79.89%
29 111
139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene R R e
43 13.60 13.80 14.00 14.20
m/z 69.10 65.96%
5000 83
111
| | 139167 196224 267292 321 462 490
m/z--> 50 160 1%0 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20

8270-BF113017.M Wed Dec 13 14:43:30 2017 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121217\
Data File : BF101356.D

Acq On : 13 Dec 2017 4:11

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.06 6.2 ng 84493 1 6.82 273694 20.0
unknown6 .60 6.60 106.3 ng 1454510 1 6.82 273694 20.0
Tetradecane 9.78 2.3 ng 38563 3 9.86 330318 20.0
Pentadecane 10.28 2.3 ng 38035 3 9.86 330318 20.0
Octacosane 10.76 3.6 ng 53117 4 11.36 298585 20.0
n-Hexadecanoic acid 11.87 5.0 ng 74996 4 11.36 298585 20.0
unknownl12 .29 12.29 2.3 ng 34864 4 11.36 298585 20.0
Hexanedioic acid,... 13.47 29.3 ng 443518 5 14.01 302468 20.0
3-Eicosene, (E)- 13.83 7.2 ng 108791 5 14.01 302468 20.0
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