LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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

2.275 30 32 47 rVB5 10981 26732 1.44% 0.154%
5.087 506 510 520 rBV 88732 113385 6.09% 0.655%
580 rBV 1531794 1488646 80.01% 8.597%
6.487 743 748 753 rBV 1396435 1589266 85.42% 9.178%
6.628 767 772 775 rBV 1770358 1594789 85.72% 9.210%
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6.857 807 811 814 rBV 563279 442992 23.81% 2.558%
7.016 833 838 841 rBV 1274887 1197372 64.36% 6.915%
910 rBV 1062404 992525 53.35% 5.732%
8.139 1022 1029 1032 rBV 755049 622409 33.45% 3.594%
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1 8.192 1035 1038 1041 rVB 27626 22135 1.19% 0.128%
11 8.428 1070 1078 1082 rBV5 15975 30822 1.66% 0.178%
12 8.551 1096 1099 1101 rBV 45179 37003 1.99% 0.214%
13 8.822 1141 1145 1148 rVB3 20427 26237 1.41% 0.152%
14 9.010 1174 1177 1180 rBvV4 14143 22618 1.22% 0.131%
15 9.051 1180 1184 1186 rVB3 17205 22657 1.22% 0.131%
16 9.151 1199 1201 1206 rBV 70640 54982 2.96% 0.318%
17 9.216 1206 1212 1215 rBV 2115013 1860537 100.00% 10.745%
18 9.286 1220 1224 1227 rBV 59937 71139 3.82% 0.411%
19 9.604 1274 1278 1281 rBV 293487 286739 15.41% 1.656%
20 9.633 1281 1283 1286 rVB2 25961 25128 1.35% 0.145%
21 9.710 1291 1296 1298 rVB5 22777 30328 1.63% 0.175%
22 9.757 1301 1304 1306 rBV3 29281 32137 1.73% 0.186%

23 9.816 1306 1314 1319 rBV2 78891 106668 5.73% 0.616%
24 9.892 1323 1327 1331 rVB 734237 700374 37.64% 4.045%

25 10.045 1349 1353 1356 rBV5 33404 55529 2.98% 0.321%
26 10.075 1356 1358 1361 rVVv2 28020 29294 1.57% 0.169%
27 10.139 1366 1369 1373 rBV2 40581 53633 2.88% 0.310%
28 10.228 1378 1384 1387 rBV7 14079 32986 1.77% 0.190%
29 10.257 1387 1389 1393 rVB3 28049 31007 1.67% 0.179%
30 10.316 1393 1399 1401 rBV2 96918 105873 5.69% 0.611%
31 10.351 1401 1405 1407 rVV5 25067 33016 1.77% 0.191%
32 10.375 1407 1409 1413 rVB4 17643 23085 1.24% 0.133%

33 10.533 1432 1436 1443 rVB 113065 136491 7.34% 0.788%
34 10.686 1458 1462 1465 rBV 1242269 1132660 60.88% 6.541%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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

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

Method
Title

35 10.804 1477 1482 1485 rBV 214213 252704 13.58% 1.459%

36 11.016 1516 1518 1522 rVB4 32307 30856 1.66% 0.178%
37 11.128 1536 1537 1543 rVB5 22378 22744 1.22% 0.131%
38 11.233 1552 1555 1557 rBV2 28442 33442 1.80% 0.193%

39 11.269 1557 1561 1567 rVB2 126956 158011 8.49% 0.913%
40 11.380 1576 1580 1583 rBV 852554 734815 39.49% 4.244%

41 11.616 1617 1620 1626 rVB3 32568 36142 1.94% 0.209%
42 11.898 1665 1668 1676 rVB2 147672 134314 7.22% 0.776%
43 12.686 1798 1802 1809 rBV 87176 93018 5.00% 0.537%

44 12.969 1845 1850 1853 rVB 1879809 1711417 91.99% 9.883%
45 13.845 1996 1999 2009 rBV 115708 127303 6.84% 0.735%

46 14.021 2025 2029 2032 rBV 569751 515948 27.73% 2.980%
47 14.480 2101 2107 2112 rBV6 11733 21942 1.18% 0.127%
48 15.486 2273 2278 2284 rBVY 320740 412172 22.15% 2.380%

Sum of corrected areas: 17316022
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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\

BF100884.D

27 Nov 2017 11:44

SJ/Ju

16574-01

6 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

2000000

1500000

1000000

500000

2.2

TIC: BF100884.D

6.63

5.48
6.49
7.02

7.42

6.86

5.09

8

0

Time-->

4.50

5.50

6.00

6.50

7.00

™
7.50

2.50

3.00

3.50

T
4.00 5.00

Abundance

2000000

1500000

1000000

500000

8.

TIC: BF100884.D

22
12.97

10.69

11.38

14 9.89

9.60

8935

10.80

11.2 11.90
11.0PuBR3|| 11.62

12.69

%0. 53

19 84855 882 29

Time--> 8.00

12.50 13.00

13.50

11.50 12.00

10.50 11.00

8.50

9.00

9.50 10.00

Abundance

2000000

1500000

1000000

500000

TIC: BF100884.D

14.02

15.49

13.84

14.48

Time-->

14.00

18.50 19.00

17.50 18.00

16.00 16.50 17.00

14.50

15.00 15.50

8270-BF110817.

M Tue Nov 28 10:44:-24 2017 Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 4

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

5.09 5.12 ng 113385 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 40
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 511 (5.093 min): BF100884.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ...|....|....|....|.’.‘..
| 83.0 | 4.80 500 5.20 5.40
o} SN F P Nt S m/z 59.10 58.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LI L L I
59.0 480 500 520 5.40
m/z 101.10 19.31%
31.0 g3 1010
O RRRAARAA RN Raa0s Rasts RERSA RARRRASSR RSN LARM NARRS A AR LA RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 310 430 73.0 m/z 58.00 14 .58%
0 84.0 1010
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R b e
59.0 4.80 500 5.20 5.40
m/z 41.10 8.91%
5000 41.0
0 A A =X 1260 1420
mz-> % 30 4b 80 60 10 80 9 100 10 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 72.00 ng 1594790 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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF100884.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
%1 °1 520 oM Gbo 680 700
01 : e 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 N
5000 I LRI LN IR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.95%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 23.76%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl T L e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.89%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0| I REEEE L
m/z--> 20 40 100 120 140 160 180 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\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 Heptacosane, l1l-chloro- Concentration Rank 12

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

9.29 2.03 ng 71139 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 58
2 Octadecane. 1-bromo- 332 C18H37Br 000112-89-0 58
3 Octadecane. 1-chloro- 288 C18H37CI 003386-33-2 58
4 Tritetracontane 605 C43H88 007098-21-7 58
5 Hentriacontane 437 C31H64 000630-04-6 58

Abundance Scan 1225 (9.292 min): BF100884.D (-1220) (-) m/z 57.05 100.00%
51.0
5000
iz k0 550 Sk sko
o b0 L m/z 43.05 64.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
5000 IR A R L
9.00 9.20 9.40 9.60
%7.0 m/z 71.10 46.20%
oL L ‘\ ||, 1410 183.0217.0  273.0 309.0343.0 378.0 414.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
9.0 920 9.40 9.60
5000 m/z 41.10 45_.09%
135.0
97.0
0150 169.0 211.0 253.0 303.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #134594: Octadecane, 1-chloro- LI L L L L B
57.0 9.00 9.20 9.40 9.60
m/z 85.10 32.55%
5000
91.0
ol15.0, | | 11,1330 175.0 217.0252.0283.0
m/z--> 50 100 150 200 250 300 350 400 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 Hexadecane Concentration Rank 9

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

9.82 3.05 ng 106668 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 78
4 Eicosane 282 C20H42 000112-95-8 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 1315 (9.822 min): BF100884.D (-1306) (-) m/z 57.05 100.00%
57.0
5000
85.1
1251 1630 9.60 9.80 10.00 10.20
(o} m/z 43.05 74.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57.0
5000 L AL RN BULLILN B
85.0 9.60 9.80 10.00 10.20
29.0 : m/z 71.05 59.87%
0 J Loy uso 1410 1690 1970 2260
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
" 9.60 9.80 10.00 10.20
5000 m/z 41.05 38.67%

85.0

29.0
113.0 141.0 169.0  212.0

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

Abundance #152416: Tridecane, 1-iodo- BREmEEEs

57.0 9.60 9.80 10.00 10.20
m/z 85.10 30.15%

5000 85.0
28.0
183.0
0.”,”.W.H{P.”,”.w%}ﬁﬁ.”,i§§9.””...”...” S, g2 AL A S AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 10

R.T. EstConc Area Relative to ISTD R.T.
10.32 3.02 ng 105873 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Dodecane 170 C12H26 000112-40-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1400 (10.322 min): BF100884.D (-1393) (-) m/z 57.05 100.00%
57.0
5000
90 14101720 10/00 10,20 1040 10,60
0 m/z 43.10 69.89%
m/z--> 50 100 150 200 250 300 350
Abundance #48832: Tridecane
57.0
5000 RN BN B
10.00 10.20 10.40 10.60
2710 m/z 71.10 59.33%
L) %80 a0 840
0|||‘|‘|”|‘l‘|“|“||H|”||||||‘|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 85.10 43.34%
27.0 99.0  141.0170.0
- -7
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T
57.0 10.00 10.20 10.40 10.60
m/z 41.10 35.19%
5000
27,0 99.0 0
oL 29| Ay, 1410 1830 2250 2670 8230 380.0 N —
m/z--> 50 100 150 200 250 300 350 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 : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.53 3.90 ng 136491 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
2 Tridecane 184 C13H28 000629-50-5 72
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72

Abundance Scan 1435 (10.528 min): BF100884.D (-1432) (-) m/z 57.05 100.00%
57.0
5000
85.1 VWA V) v
113.1 10.20 10.40 10.60 10.80
140.2 1711
0,....-,':..|,.-.":.,':|...“..-!'.,.-...,....,.."..,:... e m/z 43.05 49.87%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 U AR SRR IR
mmmmmmmm
2.0 85.0 m/z 71.10 44 .85%
o \\ ‘ L “ (1139 410 ‘1830 211.0 2390
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 240 2éo 280
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 41.00 29.90%
29.0 85.0

113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- e A RAREE
57.0 10.20 10.40 10.60 10.80
m/z 85.10 24.35%
5000
85.0
29.0 113.0
o b ] M0 1830 2110 2530 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.80 6.88 ng 252704 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 90
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
3 Decane. 2-methvl- 156 C11H24 006975-98-0 80
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
Abundance Scan 1481 (10.798 min): BF100884.D (-1477) (-) m/z 57.05 100.00%
57.0
5000
10.40 10.60 10.80 11.00 11.20
(o} m/z 71.05 69.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 R DA AR SR B
mmmmmmnmnm
1130 m/z 43.10 55.40%
29.0 183.0
O e 2250 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 41.05 25.57%
85.0
ol_30.0 112.0 141 0 183 0 226 0
m/z--> 25 45 éo éo 160 150 140 160 180 200 220 240 2éo
Abundance #28432: Decane, 2-methyl- A e o
43.0 10.40 10.60 10.80 11.00 11.20
m/z 85.05 24 .98%
5000 71.0
\ “ | 1130 1410
O,J“H“”.“N“,”.q.w.““.“.” e B BAREEEEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 6
R.T. EstConc Area Relative to ISTD R.T.
11.27 4_.30 ng 158011 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 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 78

Abundance Scan 1561 (11.269 min): BF100884.D (-1557) (-) m/z 57.10 100.00%

57.1
5000 .

11.00 11.20 11.40 11.60

0 m/z 71.05 78.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L L L L L L
85.0 11.00 11.20 11.40 11.60
29.0 1150 m/z 43.10 52.57%
ol L %m0 1830 o110 as30 220
IR o e e e e R R R R LSRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R e N EREEEmE
11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 40.78%

113.0
o 141.0 183.0 211.0 239.0 267.0 296.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105892: Heptadecane, 7-methyl- R B B
57.0 11.00 11.20 11.40 11.60
m/z 41.10 28.98%
5000
8.0 112.0
29.0 ' 168
oo d | 400 R0 g meg | e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1100 11.20 11.40 1160
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.66 ng 134314 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1668 (11.898 min): BF100884.D (-1665) (-) m/z 43.10 100.00%
431 | 73.0
5000 129.1 AM\M
213.2
97.1 R L s
157.1 1851 256.2 11.60 11.80 12.00 12.20
S m/z 72.95 95.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.60 11.80 12.00 12.20

83.0 -
157.0 g5 2130 256.0 m/z 60.00 91.61%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
a30 130 .
R A RRREEEETES SRS
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 84.91%
171.0
97.0
5o 1520 214.0
o ECCESE'E LN 7L O AW, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R R B
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.05 76.96%
5000 129.0 Wﬁlm
e Lﬂ
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\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.53 ng 93018 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Undecanoic acid 186 C11H2202 000112-37-8 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 1803 (12.692 min): BF100884.D (-1798) (-) m/z 43.00 100.00%
. 3.0

129.1

5000

12.40 12.60 12.80 13.00

0 m/z 73.00 97 .62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
12.40 12.60 12.80 13.00
m/z 60.00 90.15%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73.0
129.0 12.40 12.60 12.80 13.00
5000 m/z 41.00 79.48%
43.0
101.0 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50051: Undecanoic acid I EAmEmEEE RS
60.0 12.40 12.60 12.80 13.00
m/z 57.10 71.50%
5000
29.0 85.0 129.0
l‘ by g ] [as70 1850
o L e R R RE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100884.D

Aca On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample : 16574-01

Misc :

ALS Vial : 6 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 12 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.85 4.93 ng 127303 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 2000 (13.851 min): BF100884.D (-1996) (-) m/z 57.05 100.00%

5.0 971

5000

-

13.60 13.80 14.00 14.20
m/z 43.00 98.75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

:

5000 LA L B L L L LB
13.60 13.80 14.00 14.20
m/z 55.05 91.85%
29.0 139.0
ol Lol "~ 167.0 196.0  238.0 266.0294.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
UMMM AR A
91.0 13.60 13.80 14.00 14.20
5000 m/z 97.10 89.12%
29.0 125.0

154.0 196.0224.0 269.0 320.0

-

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 T T e S
57.0 83.0 13.60 13.80 14.00 14.20
m/z 83.05 83.51%
5000
29.0 139.0
o bl 167.0195.0222.0 250.0 280.0 308.0 336.0
- o s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BF100884.D

Acq On : 27 Nov 2017 11:44

Operator : SJ/JU

Sample - 16574-01

Misc :

ALS Vial : 6 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 5.1 ng 113385 1 6.86 442992 20.0
unknown6 .63 6.63 72.0 ng 1594790 1 6.86 442992 20.0
Heptacosane, 1-ch... 9.29 2.0 ng 71139 3 9.89 700374 20.0
Hexadecane 9.82 3.0 ng 106668 3 9.89 700374 20.0
Tridecane 10.32 3.0 ng 105873 3 9.89 700374 20.0
Pentadecane, 2,6,... 10.53 3.9 ng 136491 3 9.89 700374 20.0
Pentadecane, 2,6,... 10.80 6.9 ng 252704 4 11.38 734815 20.0
Hexadecane, 2,6,1... 11.27 4.3 ng 158011 4 11.38 734815 20.0
n-Hexadecanoic acid 11.90 3.7 ng 134314 4 11.38 734815 20.0
Octadecanoic acid 12.69 2.5 ng 93018 4 11.38 734815 20.0
1-Heneicosanol 13.85 4.9 ng 127303 5 14.02 515948 20.0
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