LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

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 - 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 5.087 506 510 519 rBB 59499 78245 6.31% 0.697%
2 5.481 573 577 580 rBY 1289519 1155096 93.12% 10.290%
3 6.492 744 749 757 rBVY 1129601 1179782 95.11% 10.510%
4 6.628 768 772 775 rBVY 1355901 1213082 97.79% 10.807%
5 6.857 808 811 815 rBV 439717 351272 28.32% 3.129%
6 7.016 834 838 841 rBVY 1107186 914472 73.72% 8.147%
7 7.422 902 907 910 rBV 814020 691364 55.73% 6.159%
8 8.139 1025 1029 1033 rBV 525206 415192 33.47% 3.699%
9 9.216 1207 1212 1215 rBV 1451840 1240470 100.00% 11.051%
10 9.286 1221 1224 1227 rBV 32906 27683 2.23% 0.247%
11 9.545 1263 1268 1269 rBV5 10236 14384 1.16% 0.128%
12 9.604 1274 1278 1281 rBV2 134948 131279 10.58% 1.169%
13 9.657 1285 1287 1290 rVB3 17617 17636 1.42% 0.157%
14 9.757 1301 1304 1307 rBvV2 57339 65871 5.31% 0.587%

15 9.804 1309 1312 1316 rVB2 96984 117639 9.48% 1.048%

16 9.892 1321 1327 1331 rVV 413935 432216 34.84% 3.850%

17 9.927 1331 1333 1336 rBV3 13488 20844 1.68% 0.186%
18 9.992 1342 1344 1347 rBV3 16347 18516 1.49% 0.165%
19 10.139 1367 1369 1373 rBV3 52100 62402 5.03% 0.556%
20 10.210 1379 1381 1382 rBV2 25886 21199 1.71% 0.189%
21 10.227 1382 1384 1386 rVV3 40805 31165 2.51% 0.278%
22 10.263 1388 1390 1393 rVB3 37979 30719 2.48% 0.274%
23 10.298 1393 1396 1398 rBV2 120751 120260 9.69% 1.071%
24 10.351 1402 1405 1407 rBV2 47059 53525 4_.31% 0.477%

25 10.686 1458 1462 1466 rBV 575647 547935 44.17% 4_.881%

26 10.804 1478 1482 1485 rBV 172592 181610 14.64% 1.618%
27 11.268 1559 1561 1564 rVB 69258 50615 4.08% 0.451%
28 11.380 1577 1580 1585 rBV 374098 370134 29.84% 3.297%
29 12.962 1846 1849 1853 rVB 975484 892663 71.96% 7.952%
30 13.851 1998 2000 2005 rVB3 40178 48443 3.91% 0.432%

31 14.021 2025 2029 2035 rVB 439033 387796 31.26% 3.455%
32 15.492 2274 2279 2288 rBV 274969 341767 27 .55% 3.045%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 11225276
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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\BF112817\

BF100943.D

28 Nov 2017 19:27

SJ/Ju

16602-01

22 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000
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600000
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1400000

1200000

1000000
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200000

8.

TIC: BF100943.D
22

10.69

14
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Time-->
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1400000
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TIC: BF100943.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

Misc :

ALS Vial : 22 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 6

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

5.09 4.45 ng 78245 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 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.092 min): BF100943.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 U N S SRR
| 83.0 | 4.80 5.00 5.20 5.40
o} ST | NSSENEOVTY | . chc AN AN m/z 59.10 52.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L L
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 19.24%
0 270 | 510 ‘ 6900 830910 ]
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.10 13.36%
101.0
o150 310 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L L L B
59.0 4.80 5.00 520 5.40
m/z 41.00 9.60%
5000 310 430 73.0
o ﬂj \““ 51.0] |/, 84.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

Misc :

ALS Vial : 22 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 69.07 ng 1213080 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 772 (6.628 min): BF100943.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
%01 %0 520 60 Gbo 680 700
o} : I B e B B m/z 68.10 39.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 A SR A I

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.82%

31.0 510
0 ‘ Il 1 H 1y !
o A B W e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
R
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 25.64%
104.0
66.0
270 510 89.0
RV N |
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #52379: Tranylcypromine-propionyl R b e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.24%
74.0
116.0
5000 98.0
e N  Saamn: LN puentn S0 ENSSSS
m/z--> 20 40 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

Misc :

ALS Vial : 22 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 2(1H)-Naphthalenone, octahy... Concentration Rank 7

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

9.76 3.05 ng 65871 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-4... 194 C13H220 054699-31-9 87
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 64
3 1-Hexadecanol 242 C16H340 036653-82-4 42
4 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 38
5 1,3,7,7-Tetramethyl-9-oxo-2-oxab... 208 C13H2002 020194-67-6 35

Abundance Scan 1305 (9.763 min): BF100943.D (-1301) (-) m/z 69.05 100.00%
.0
5000
9.40 9.60 9.80 10.00
o} m/z 55.05 83.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56429: 2(1H)-Naphthalenone, octahydro-4a,7,7-trimethyl-, ...
55.0 09.0
5000 SRR SRS SRR BN B
9.40 9.60 9.80 10.00
m/z 41.00 80.62%
0 R REREE TS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
1230 S 580 3k o0
5000 69.0 950 m/z 57.00 72.87%
151.0
G L A UL UL B S B S B W S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95980: 1-Hexadecanol AR BREEEREaS
55.0 9.40 9.60 9.80 10.00
83.0 m/z 83.10 61.23%
5000
31.0 111.0
ol 14.0 \H ! ‘ h | 1390 168.0 196.0 224.0
m/z--> 20 Jo 60 ' 160 120 140 160 180 260 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

Misc :

ALS Vial : 22 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 unknown9.80 Concentration Rank 5

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

9.80 5.44 ng 117639 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 37
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 37
3 I1.1"-Biphenvll1-4-acetonitrile 193 C14H1i1N 031603-77-7 22
4 Cvclododecanemethanol 198 C13H260 001892-12-2 14
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 14

Abundance Scan 1311 (9.798 min): BF100943.D (-1309) (-) m/z 193.20 100.00%
41.0 198.2
69.0 97.1
5000 123.1
1521 9.40 9.60 9.80 10.00 10.20
0 m/z 41.05 88.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 SRR SRS SRR AR
109.0 9.40 9.60 9.80 10.00 10.20
81.0 m/z 55.05 81.01%
s ‘ H \\ H 13701650 175.0 222.0
bt --‘*‘|-‘---“| ‘.‘.,.“... o I:!n” Vkd-ntl N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
. 040 550 5.0 1000 1020
5000 ' m/z 97.10 74 .14%
150.0
95.0
170 420 75.0 176.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55509: [1,1'-Biphenyl]-4-acetonitrile A e o
198.0 9.40 9.60 9.80 10.00 10.20
m/z 69.05 68.69%
5000
165.0
o 300 630 820 1150 1390 , L‘ I
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

Misc :

ALS Vial : 22 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 Triacontane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.14 2.89 ng 62402 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 86
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
3 Hexacosane 366 C26H54 000630-01-3 78
4 Octacosane 394 C28H58 000630-02-4 72
5 2-methyloctacosane 408 C29H60 1000376-72-8 64

Abundance Scan 1369 (10.139 min): BF100943.D (-1367) (-) m/z 57.10 100.00%
57.1
5000
9.80 10.00 10.20 10.40
okt m/z 71.10 66.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 RSN ARRA BAERR BARRE
9. 80 10. oo 10 20 10.40
99.0 m/z 43.10 63.23%
oL b | 40 1830 2250 267.0 3090 3510 4220
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance
57.0
9.80 10.00 10.20 10.40
5000 m/z 85.10 54 _.85%
99.0
15.0 141.0  197.0
[ o o T T o oo e e S R
m/z--> §o 160 1éo 200 250 360 3%0 460
Abundance #194493: Hexacosane TTT T T T[T T T T T T T T TTTT
57.0 9.80 10.00 10.20 10.40
m/z 55.00 34.91%
5000
99.0
oL 14 l]] | 4 1410 1830 225.0 267.0 309.0  367.0
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3%0 4(')0 9. 80 10. oo 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

Misc :

ALS Vial : 22 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 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.30 5.56 ng 120260 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_1Tundeca-3... 222 C13H1803 070412-52-1 53
2 2-Fluorobenzoic acid. 4-tridecvl... 322 C20H31F02 1000280-61-2 50
3 4-Fluorobenzoic acid. 2-pentadec... 350 C22H35F02 1000280-68-3 47
4 4-Fluorobenzoic acid. 3-tetradec... 336 C21H33F02 1000280-68-1 47
5 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02 1000280-68-6 47
Abundance Scan 1396 (10.298 min): BF100943.D (-1393) (-) m/z 123.10 100.00%
128.1
55.1
5000 811
207.3 dndans R AN
39 05. 151.2 169.1185.1 10.00 10.20 10.40 10.60
o} m/z 55.10 50.33%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79089: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-one, 1,...
123.0
43.0
5000 179.0 RN BN S
2290 10.00 10.20 10.40 10.60
o5 0 ' m/z 41.10 43.14%
o260 ||, 090 7" | | 1390 1610 | 2040
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
10.00 10.20 10.40 10.60
5000 41.0 m/z 69.10 42 .01%
570 141.0
' 9.0 182.0
[ro-0 199.0
R R UL UL L B B L S IS
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #184116: 4-Fluorobenzoic acid, 2-pentadecy! ester R R B
128.0 10.00 10.20 10.40 10.60
m/z 81.10 36.52%
41.0
5000
95.0
5r.0 50 141.0
mz-> 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:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

Misc :

ALS Vial : 22 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 8 unknownl10.35 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.48 ng 53525 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. l1l-bromo- 276 C14H29Br 000112-71-0 30
2 Pentadecane. 1l-bromo- 290 C15H31Br 000629-72-1 25
3 Tridecane. l1-bromo- 262 C13H27Br 000765-09-3 25
4 3.5-Octadiene. 2.2.4.5.7.7-hexam... 194 C14H26 055712-52-2 18
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 15
Abundance Scan 1405 (10.351 min): BF100943.D (-1402) (-) m/z 57.10 100.00%
57.1
1091 1371
5000
10,00 10.20 1040 10.60
bl m/z 43.10 89.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124151: Tetradecane, 1-bromo-
51.0 135.0
5000 R LS B SRR
29.0 1000 10.20 10.40 10.60
m/z 41.10 78.51%
oLl 165.0 197.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
187.0 10,00 10.20 10.40 10.60
5000 m/z 137.10 60.04%
29.0 85.0
o 113.0 163.0 191.0 221.0 247.0 2920
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112146: Tridecane, 1-bromo- B B .
57.0 10.00 10.20 10.40 10.60
135.0 m/z 109.10 55.30%
5000
29.0 85.0
0 w “ 1130 || 1163.0 191.0 2190  262.0
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 220 240 260 2éo ' 1000 1020 1040 1060 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

Misc :

ALS Vial : 22 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 9 Hexadecane, 2,6,10,14-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.80 9.81 ng 181610 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
2 Decane. 2-methvl- 156 Cl11H24 006975-98-0 64
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58
Abundance Scan 1481 (10.798 min): BF100943.D (-1478) (-) m/z 57.10 100.00%
57.1
5000
85.1 183.1
. 153.1 10.40 10.60 10.80 11.00 11.20
0 ..,....',|':..~I . ":.,'!l...”,...l.,."...,".'. ok 8072201 Tw/z 71.10 67.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 AR SRR A SR B
85.0 mmmmmmumnm
20.0 1130 m/z 43.10 56.02%
0 “ ‘\ ‘\ I, | 140 18?0‘ 225.0 253.0 282.0
m/z--> 25 45 éo éo 160 150 150 1éo 1éo 200 220 240 2éo 2§0
Abundance
43.0
10.40 10.60 10.80 11.00 11.20
5000 71.0 m/z 85.10 31.05%
o 113.0 1410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71407: Dodecane, 2,7,10-trimethyl- N e o
57.0 10.40 10.60 10.80 11.00 11.20
m/z 183.10 30.08%
5000
29.0 85.0
0 \‘ ‘ ‘ 1l ‘ \11?0 141.0 1830
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 240 2éo 2§0 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

Misc :

ALS Vial : 22 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 10 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.27 2.73 ng 50615 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Octacosane 394 C28H58 000630-02-4 72
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 1561 (11.268 min): BF100943.D (-1559) (-) m/z 57.10 100.00%
57,
5000
131 1831, 11100 1120 1140 1160
0 : m/z 71.10 70.38%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 L B UL B B

11.00 11.20 1140 11.60
m/z 43.10 44.93%

3.0
| ) ‘\ |, 183.0 239.0 296.0

o SN
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
A B
11.00 11.20 11.40 11.60
5000 m/z 85.10 39.00%
113.0
0 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
T T T e T e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane AR EEEEEEEEE
57.0 11.00 11.20 11.40 11.60
m/z 41.10 21.00%
5000

| ] %301690 225.0 281.0 337.0 394.0

e M —— e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 11.00 11.20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100943.D

Aca On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample : 16602-01

Misc :

ALS Vial : 22 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 11 Bromoacetic acid, octadecyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.50ng 48443  Chrysene-d12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Bromoacetic acid. octadecvl ester 390 C20H39Br02  018992-03-5 86
2 17-Pentatriacontene 491 C35H70 006971-40-0 80

298 C20H420
254 C16H3002
480 C32H6402

000629-96-9 72
056221-91-1 64
041755-58-2 64

3 1-Eicosanol
4 13-Tetradecen-1-ol acetate
5 Triacontyl acetate

Abundance Scan 2000 (13.851 min): BF100943.D (-1998) (-) m/z 55.10 100.00%
3.1 97.1

5000

159.0
213.1751.1 13.60 13.80 14.00 14.20

o, b e w/z 43.10 97.49%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #207396: Bromoacetic acid, octadecy! ester
43.C
3.0
5000 LA L L L L L LB

13.60 13.80 14.00 14.20
Tlo m/z 57.10 89.08%
\“ H |

250.0
0 ‘\ \H\‘\ ﬂ‘l M 18‘:"0 " L 297.0
T LB L L e B B L B |

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 e —
13.60 13.80 14.00 14.20
5000 m/z 97.10 87.05%
139.0 810
0l15:0 181.0 223.0 267.0306.0 348.0 390.0 434.0 490.0
T T T T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143256: 1-Eicosanol I a  BREEEEES B
43.0 13.60 13.80 14.00 14.20
m/z 83.10 86.34%
83.0
5000
25.0
‘ J il ,167.0 252.0
O e e e e e e e R R EREE RS S

m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20

8270-BF110817.M Wed Nov 29 14:44:22 2017

Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112817\
Data File : BF100943.D

Acq On : 28 Nov 2017 19:27

Operator : SJ/JU

Sample - 16602-01

Misc :

ALS Vial : 22 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... 5.09 4.5 ng 78245 1 6.86 351272 20.0
unknown6 .63 6.63 69.1 ng 1213080 1 6.86 351272 20.0
2(1H)-Naphthaleno. .. 9.76 3.0 ng 65871 3 9.89 432216 20.0
unknown9 .80 9.80 5.4 ng 117639 3 9.89 432216 20.0
Triacontane 10.14 2.9 ng 62402 3 9.89 432216 20.0
2,11-Dioxabicyclo... 10.30 5.6 ng 120260 3 9.89 432216 20.0
unknown10.35 10.35 2.5 ng 53525 3 9.89 432216 20.0
Hexadecane, 2,6,1... 10.80 9.8 ng 181610 4 11.38 370134 20.0
Heptadecane, 2,6,... 11.27 2.7 ng 50615 4 11.38 370134 20.0
Bromoacetic acid,... 13.85 2.5 ng 48443 5 14.02 387796 20.0
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