LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF091117\

Data File : BF098432.D

Aca On : 12 Sep 2017 5:10 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15138-18 Gt
Misc i EME-WM-TS004-01
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-BF091117.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 4.869 469 473 488 rVB 406654 679717 9.69% 1.266%
2 5.287 539 544 547 rBV 6341387 6653448 94.82% 12.388%
3 6.328 715 721 736 rBVY 5329522 7017254 100.00% 13.066%
4 6.445 736 741 744 rBVY 6405907 6358811 90.62% 11.840%
5 6.669 775 779 789 rBVY 1711076 1513029 21.56% 2.817%
6 6.822 801 805 809 rBVY 4310256 4211434 60.02% 7.841%
7 7.239 870 876 879 rBVY 4152515 4196668 59.80% 7.814%
8 7.269 879 881 888 rVB3 56661 71003 1.01% 0.132%
9 7.951 991 997 1000 rBY 2291260 1972267 28.11% 3.672%
10 9.027 1174 1180 1183 rBV 5174679 4327428 61.67% 8.057%

11 9.110 1190 1194 1198 rBV 107291 104941 1.50% 0.195%
12 9.422 1244 1247 1251 rVB 1626976 1447524 20.63% 2.695%

13 9.639 1281 1284 1288 rVB 75159 70313 1.00% 0.131%
14 9.698 1288 1294 1298 rBV 2073026 1935800 27.59% 3.604%
15 10.416 1411 1416 1422 rBV2 77296 97181 1.38% 0.181%

16 10.492 1424 1429 1432 rBV 3100030 2862475 40.79% 5.330%
17 10.763 1472 1475 1480 rVvB2 183903 175566 2.50% 0.327%
18 10.839 1485 1488 1491 rVB 106075 89172 1.27% 0.166%
19 10.886 1493 1496 1499 rBvV 137462 121117 1.73% 0.226%
20 10.957 1501 1508 1517 rVB3 114086 189401 2.70% 0.353%

21 11.069 1522 1527 1536 rVB2 113277 132748 1.89% 0.247%
22 11.180 1541 1546 1553 rBV 1940592 1636455 23.32% 3.047%
23 11.251 1553 1558 1561 rBV2 108458 125439 1.79% 0.234%
24 11.592 1611 1616 1619 rVB2 66850 92056 1.31% 0.171%
25 12.263 1725 1730 1732 rBV2 148362 158686 2.26% 0.295%

26 12.280 1732 1733 1739 rVB3 109431 87995 1.25% 0.164%
27 12.427 1755 1758 1764 rVB 125006 118001 1.68% 0.220%
28 12.663 1793 1798 1804 rBV3 51689 79100 1.13% 0.147%

29 12.763 1811 1815 1818 rBV 2923131 2525753 35.99% 4_.703%
30 13.662 1964 1968 1972 rBV 274400 310422 4.42% 0.578%

31 13.810 1989 1993 1997 rBV 1182028 1136886 16.20% 2.117%
32 14.286 2071 2074 2083 rVB2 85196 118357 1.69% 0.220%
33 14.886 2173 2176 2184 rBV 299165 340291 4._.85% 0.634%
34 15.215 2227 2232 2240 rVB 901692 1145980 16.33% 2.134%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

3?22'6 i 15138-18 EME-WM-TS004-01
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-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.627 2298 2302 2307 rBV 298792 424742 6.05% 0.791%
36 16.615 2466 2470 2477 rVB 126990 226892 3.23% 0.422%
37 17.080 2541 2549 2557 rVB9 134266 404027 5.76% 0.752%

38 17.468 2611 2615 2622 rVB5 59288 121066 1.73% 0.225%
39 17.774 2662 2667 2683 rVB5 106212 427814 6.10% 0.797%

Sum of corrected areas: 53707259
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

ﬁ?ggle i 15138-18 EME-WM-TS004-01
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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: BF098432.D
6000000 3|29 o
6.33

5000000

6.82 7.24

4000000
3000000
2000000 6.67

1000000
4.87

. L UL e

T
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: BF098432.D

6000000

9.03
5000000

4000000
10.49

3000000 12.76
7.95
9.70 11.18
2000000 0.42

1000000

13.1
1 )
9.11 9. 10. 6%896011.25 11.59 12@43 12.6 s

R e e R B e Y T e e e

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: BF098432.D

6000000

5000000
4000000
3000000

2000000

13.81 15.22

1000000
14.89 15.63
14.29 16.62 17.08 1747 17.77

e sl B

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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

ﬁ?ggle i 15138-18 EME-WM-TS004-01
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4._.87 8.98 ng 679717 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 473 (4.869 min): BF098432.D (-469) (-) m/z 42.95 100.00%

43.0
59.0
5000

| 630 1o|1.o 460 4.80 5.00 5.20
0.”,””P.”P.Jﬂ“.Pﬂw.”q“.q””,””P.npu.P”q.“q”.w m/z 59.00 54 _.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LANLINL L L L L L L L L L
59.0 4.60 4.80 5.00 5.20

m/z 58.00 17.10%

15.0 101.0
310
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0

4.60 4.80 5.00 5.20

o

5000 41.0 m/z 101.00 14 .64%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e R maa
59.0 4.60 4.80 5.00 5.20

m/z 41.05 8.13%

5000
41.0
290 ‘ 101.0
o bl 730 860 |
L —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

ﬁ?ggle i 15138-18 EME-WM-TS004-01
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.45 Concentration Rank 1

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

6.45 84 .05 ng 6358810 1,4-Dichlorobenzene-d4 6.67
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 742 (6.451 min): BF098432.D (-736) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 IRSENAEE RAREE LR
40.0 54.0 J 6.20 6.40 6.60 6.80
oM'.I?%?. g daae Al m/z 134.00 34.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IERSE NS RAREE R A
6.20 6.40 6.60 6.80
310 510 m/z 67.95 33.00%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 65.95 21.84%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R a e S REEEE
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 12.73%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R aa e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

Sample : 15138-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1,1"-Biphenyl, 2,2"-diethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.76 2.15 ng 175566 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.2"-diethvl- 210 C16H18 013049-35-9 76
2 3-Methvlcarbazole 181 C13H11IN 004630-20-0 60
3 Bifenthrin 422 C23H22CIF302 082657-04-3 59
4 9H-Carbazole. 2-methvl- 181 C13H11IN 003652-91-3 55
5 2,2-Diphenylpropylamine 211 C15H17N 034611-07-9 52

Abundance Scan 1475 (10.763 min): BF098432.D (-1472) (-) m/z 181.10 100.00%
181.1
5000 @
91.0 I 10.40 10.60 10.80 11.00
oo e LU a2 | TW/z 210.10  32.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69601: 1,1'-Biphenyl, 2,2"-diethyl-
181.0
5000 ‘v—y—v—f"v—r?é‘-v—v"v—rrATA‘r—v—v—v—v—ré
10.40 10.60 10.80 11.00
89.0 m/z 164 .95 29.41%
39.0 1280 | | | bino
0‘ |H|‘|.||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
181.0
10.40 10.60 10.80 11.00
5000 m/z 166.10 22 .55%
300 70 1270
mz-> 50 100 150 200 250 300 350 400
Abundance #219678: Bifenthrin
181.0 10.40 10.60 10.80 11.00
m/z 182.10 14 .93%
5000
41.0 77.0109.01410 | | 2250 322.0 422.0
m/z--> 50 100 1&'30 200 250 300 350 400 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

Sample : 15138-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Benzene, 1,1"-[1-(methylthi... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.96 2.31ng 189401  Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1.1"-T1-(methvlthio)eth... 228 C15H16S 054851-63-7 72

2 7-Methvl-4-azafluorene 181 C13H11N 064291-99-2 70
3 1.1"-Biphenvl. 2.2"-diethvl- 210 C16H18 013049-35-9 70
4 Benzolblbenzol3.41cvclobutall.2-... 210 C14H1002 042896-18-4 60
5 Bifenthrin 422 C23H22CIF302 082657-04-3 59
Abundance Scan 1509 (10.963 min): BF098432.D (-1501) (-) m/z 181.10 100.00%
181
5000
210.1
390 570 770 1080 . 1521 0381 10.60 10.80 11.00 11.20
. ' ' m/z 210.10 28.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84576: Benzene, 1,1'-[1-(methylthio)ethylidene]bis-
181.0
5000 ‘_r?gﬁ—ﬁ'v—rrATA‘h—v—v—v—rA—v—v—rv
103.0 10.60 10.80 11.00 11.20
77.0 m/z 164.95 25.81%
ol 27.0 51‘0 ‘ ‘ | 1210 1520 H il 211.0228.0
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240
Abundance
181.0
10.60 10.80 11.00 11.20
5000 m/z 166.00 23.13%
s1.0 770 1270 1520
i T i m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69601: 1,1'-Biphenyl, 2,2'-diethyl-
181.0 10.60 10.80 11.00 11.20
m/z 182.10 15.91%
5000 210.0
89.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

ﬁ?ggle i 15138-18 EME-WM-TS004-01
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Trichloroacetic acid, hexad... Concentration Rank 8

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

13.66 5.46 ng 310422 Chrysene-di12 13.81

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 1968 (13.662 min): BF098432.D (-1964) (-) m/z 57.00 100.00%
57.0
83.0
5000
13.40 13.60 13.80 14.00
139.1 169.0  216.2 : : : :
Olrrrrrrshrs 2521 m/z 55.00 85.26%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
69.0
5000 LN N U N N B

13.I4O 13!60 13.I80 14.I00
m/z 43.05 81.68%

196.0 224.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R
9r.0 13.40 13.60 13.80 14.00
5000 m/z 83.00 73.00%
29.0 125.0
0 154.0 196.0224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R B R e
57.0 83.0 13.40 13.60 13.80 14.00
m/z 69.05 64.18%
5000
29.0 139.0
o bl 167.0195.0222.0 250.0 280.0 308.0 336.0
e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

Sample : 15138-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.29 2.08 ng 118357 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 10-MethvlInonadecane 282 C20H42 056862-62-5 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 83

Abundance Scan 2075 (14.292 min): BF098432.D (-2071) (-) m/z 57.05 100.00%
57.0
5000
97.1 N —
177.2 210.1 243.0 280 9 14.00 14.20 14.40 14.60
0yl - m/z 43.00 82.02%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 LRI UL B UL B
mmmmmmmm
99.0 m/z 71.00 55.87%
o 27“\'0“‘ o 410 1830 22502540
m/z--> 55 160 150 200 2éo 360 3éo
Abundance
57.0
114,00 14.20 14.40 14.60
5000 m/z 55.00 42 .40%
99.0 154.0
0 27.0 267.0
m/z--> 55 160 150 200 250 300 3éo
Abundance #202661: Heptacosane O B .
57.0 14.00 14.20 14.40 14.60
m/z 85.10 37.41%
5000
99.0
o 27.0{ j ] tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3éo 14.00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

ﬁ?ggle i 15138-18 EME-WM-TS004-01
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.94 ng 340291 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 2177 (14.892 min): BF098432.D (-2173) (-) m/z 57.00 100.00%

5000

14.60 14.80 15.00 15.20
m/z 71.10 62.17%

141.1183.1 225.9268.0
miz--> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #202662: Heptacosane

a1
~l
o

5000 LA L L L L L LB
14.60 14.80 15.00 15.20
m/z 43.00 59 .44%
9.0
ol Ly [ 141.0183.02250267.0 3230 3800
e e e e S e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
S
14.60 14.80 15.00 15.20
5000 m/z 85.00 43.62%
99.0
o 141.0183.0 225.0267.0 309.0 352.0
e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
I I I I

Abundance #235973: Hexatriacontane L e
14.60 14.80 15.00 15.20

m/z 55.00 23 .33%

5000

%

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
R e EREE mEm e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15. 00 15. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

ﬁ?ggle i 15138-18 EME-WM-TS004-01
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.96 ng 226892 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 86
3 Octadecane 254 C18H38 000593-45-3 83
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 83
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 2471 (16.621 min): BF098432.D (-2466) (-) m/z 57.00 100.00%
5%.0
99.1 R ARl e 1ran 1200 |
]_4]_ ]_170 0199 1 245.3 284 9 363 2 16.40 16.60 16.80 17.00
N \ ,J. bl sl 00 (2453 2819 3232 S652 L 0 B4 27
m/z--> 0 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 LR UL BRI U R
16. 40 16 60 16. 80 17. 00
29.0 m/z 71.05 48 .66%
' 9901270
0 | ‘L ‘\ . ‘ 155 0 197. 0226 0
m/z--> 6 55 160 1%0 260 250 360 3%0
Abundance
57.0
"' 1640 16.60 16.80 17.00
5000 m/z 85.00 45 . 45Y%
29.0 99.0 197.0
127.01559 225.0
oy e
m/z--> 6 55 160 1%0 260 250 360 3%0
Abundance #105885: Octadecane A e RAmma e
57.0 16.40 16.60 16.80 17.00
m/z 41.00 22.96%
>0 wwMMNMNwmﬂw$WﬂMW\wvﬁquﬂM/\
29.0 99.
o LI i, }2701550 197.0225,0254.0
m/z--> 6 55 100 1%0 260 2%0 360 3%0 1640 1660 1680 1700
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

ﬁ?ggle i 15138-18 EME-WM-TS004-01
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknownl17.08 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.08 7.05 ng 404027 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 38
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 38
3 Cholestan-3-one. 4.4-dimethvl-. ... 414 C29H500 002097-85-0 25
4 1H-Cycloproplelazulen-4-ol. deca... 222 C15H260 000552-02-3 25
5 17-(1,5-Dimethylhexyl)-10,13-dim. .. 414 C29H500 1000210-86-9 25

Abundance Scan 2549 (17.080 min): BF098432.D (-2541) (-) m/z 43.00 100.00%

43.0

5000

16.80 17.00 17.20 17.40

0’ m/z 55.00 81.55%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
5000 81.0 LA L L L L L LB L
145.0 16.80 17.00 17.20 17.40
213.0 414.0 m/z 231.20 54.26%
78.0 777 255.0 3290 4o
| 89. :
Ol ALl Ll
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
16.80 17.00 17.20 17.40
5000 81.0 m/z 57.00 53.20%
414.0
1450 213.0 303.0
178.0 2950 3819
113.0 | 342.0
(o PN L = 41N SRR TN RSP WS OIS L . SN S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217447: Cholestan-3-one, 4,4-dimethyl-, (5.alpha.)- A o Al BRRmsma
43.0 16.80 17.00 17.20 17.40
414.0 m/z 81.05 53.10%
5000
(o] M- L
m/z--> 0 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF091117.M Tue Sep 12 14:23:53 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

ﬁ?ggle i 15138-18 EME-WM-TS004-01
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Anthracene, 9-(2-propenyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.47 2.11 ng 121066 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 53
2 4-Allvl-5-pvridin-3-vl-2 . 4-dihvd... 218 C10H10N4S 1000300-40-5 49
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 43
4 Thienol2.3-blpvridine-2-carbonit... 218 C10H10N4S 147992-88-9 30
5 7b-Phenyl-2a,7b-dihydro-3H-cyclo... 218 C17H14 138089-70-0 30

Abundance Scan 2615 (17.468 min): BF098432.D (-2611) (-) m/z 218.20 100.00%
218.2
5000
5 271.0 355.1 17.20 17.40 17.60 17.80
0 m/z 203.10 95.15%
m/z--> 50 100 150 200 250 300 350
Abundance #75987: Anthracene, 9-(2-propenyl)-
218.0
5000 L B BRI SR SRR
17.20 17.40 17.60 17.80
189.0 m/z 41.00 44 .58%
0 27\\0\ ) 63“.0“‘ u‘:l-?w:‘l-\\o 1370}6§0\ n‘\ u‘ \‘
m/z--> 55 160 1%0 200 250 360 350
Abundance
218.0
| 17.20 17,40 17.60 17.80
5000 m/z 189.10 36.92%
41.0 104.0 185.0
.0 145.0
L L L WL L L
m/z--> 50 100 150 200 250 300 350
Abundance #75967: Pyrene, hexadecahydro- T
218.0 17.20 17.40 17.60 17.80
m/z 55.00 35.63%
175.0
5000 67.0
41.0 gr,o 135.0
0...J.‘.L.‘H'.J.null .“.“.‘!luuuuluuuuluuuu : AL W e
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098432.D

Aca On : 12 Sep 2017 5:10

Operator : SJ/JU

Sample : 15138-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
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 13 unknownl7.77 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.77 7.47 ng 427814 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Globulol 222 C15H260 051371-47-2 41
2 Azulene., 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 30
3 Carvophvllene oxide 220 C15H240 001139-30-6 30
4 _alpha.-Cadinol 222 C15H260 000481-34-5 25
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 029606-79-9 25
Abundance Scan 2666 (17.768 min): BF098432.D (-2662) (-) m/z 55.00 100.00%
54.0 81.0 109.1 136.1 189.2
5000
163.1 18.1 269.1 LI L I L
1. 298.3 17.40 17.60 17.80 18.00
0 it m/z 135.10 99.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #79377: Globulol
43.0
5000 69.0 LU AL B R
109.0 1610 17,40 17.60 17.80 18.00
1350 1 204.0 m/z 81.00 95.39%
o.npwwmvme
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
107.0
410 790 17.40 17.60 17.80 18.00
5000 135.0 189.0 m/z 109.10 91.95%
161.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77539: Caryophyllene oxide A e
43.0 17.40 17.60 17.80 18.00
m/z 95.05 90.84%
79.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17,40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091117\

Data File : BF098432.D

Acq On : 12 Sep 2017 5:10

Operator : SJ/JU

3?22'6 i 15138-18 EME-WM-TS004-01
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.87 9.0 ng 679717 1 6.67 1513030 20.0
unknown6 .45 6.45 84.0 ng 6358810 1 6.67 1513030 20.0
1,1*-Biphenyl, 2,... 10.76 2.1 ng 175566 4 11.18 1636460 20.0
Benzene, 1,1"-[1-... 10.96 2.3 ng 189401 4 11.18 1636460 20.0
Trichloroacetic a... 13.66 5.5 ng 310422 5 13.81 1136890 20.0
Octadecane 14.29 2.1 ng 118357 5 13.81 1136890 20.0
Heptacosane 14.89 5.9 ng 340291 6 15.22 1145980 20.0
Hexadecane 16.62 4.0 ng 226892 6 15.22 1145980 20.0
unknownl17.08 17.08 7.0 ng 404027 6 15.22 1145980 20.0
Anthracene, 9-(2-... 17.47 2.1 ng 121066 6 15.22 1145980 20.0
unknownl7.77 17.77 7.5 ng 427814 6 15.22 1145980 20.0
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