LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 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-BF081517.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.093 169 171 184 rBvV2 54317 110878 3.46% 0.381%
2 4.263 366 370 379 rBV 102269 144676 4_.51% 0.498%
3 4.916 478 481 497 rVB 184822 283710 8.84% 0.976%
4 5.334 547 552 556 rBY 2735946 3067084 95.57% 10.549%
5 6.369 722 728 731 rBVY 2853967 3209197 100.00% 11.038%
6 6.492 744 749 752 rBVY 3008027 2998462 93.43% 10.313%
7 6.716 784 787 791 rBV 836856 750352 23.38% 2.581%
8 6.875 810 814 818 rBVY 2492405 2336365 72.80% 8.036%
9 7.287 879 884 887 rBVY 1919546 1927724 60.07% 6.630%
10 7.392 895 902 909 rBV 37948 47693 1.49% 0.164%

11 8.004 1002 1006 1012 rBV 1033014 939797 29.28% 3.232%
12 9.081 1184 1189 1192 rBV 3249470 2979225 92.83% 10.247%
13 9.475 1251 1256 1259 rBV 467369 440868 13.74% 1.516%
14 9.516 1261 1263 1267 rVB3 29174 41879 1.30% 0.144%
15 9.622 1277 1281 1283 rBV2 102222 131007 4.08% 0.451%

16 9.663 1285 1288 1291 rVB 169839 138782 4._.32% 0.477%

17 9.704 1291 1295 1297 rBV5 54021 83477 2.60% 0.287%
18 9.751 1300 1303 1307 rVB 903993 855752 26.67% 2.943%
19 9.786 1307 1309 1312 rBV3 74256 91695 2.86% 0.315%
20 10.086 1358 1360 1363 rVB2 105973 94547 2.95% 0.325%

21 10.122 1363 1366 1369 rBV3 93059 131222 4_.09% 0.451%
22 10.157 1369 1372 1375 rBV2 272468 249915 7.79% 0.860%
23 10.545 1434 1438 1441 rBV 1222665 1193204 37.18% 4.104%
24 11.239 1553 1556 1558 rBV 764809 682423 21.26% 2.347%
25 11.263 1558 1560 1566 rVB 372654 312167 9.73% 1.074%

26 12.445 1759 1761 1766 rVB 504586 460812 14.36% 1.585%
27 12.674 1798 1800 1803 rVB 427435 330332 10.29% 1.136%
28 12.822 1821 1825 1831 rVB 1981166 1911060 59.55% 6.573%
29 13.716 1975 1977 1984 rVB2 124076 171362 5.34% 0.589%
30 13.868 1998 2003 2006 rBV2 878647 1085755 33.83% 3.734%

31 13.892 2006 2007 2014 rVB 264389 224677 7.00% 0.773%
32 14.498 2108 2110 2113 rBV2 38005 33350 1.04% 0.115%
33 14.880 2171 2175 2184 rBV 210609 378226 11.79% 1.301%
34 15.163 2220 2223 2229 rVB 101311 137880 4_30% 0.474%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 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-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.221 2229 2233 2238 rBV 146122 180033 5.61% 0.619%

36 15.286 2239 2244 2247 rBV 428894 540098 16.83% 1.858%

37 15.715 2314 2317 2323 rVB2 51725 80387 2.50% 0.276%

38 16.186 2393 2397 2402 rVB2 38965 61717 1.92% 0.212%

39 16.651 2472 2476 2485 rVB2 49471 90932 2.83% 0.313%

40 16.733 2486 2490 2496 rVB3 39668 74391 2.32% 0.256%

41 17.062 2541 2546 2552 rVB 34877 71312 2.22% 0.245%
Sum of corrected areas: 29074425
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090117\
BF098233.D
1 Sep 2017 18:13
SJ/Ju
15050-01
21 Sample Multiplier: 1
Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098233.D

5.33

4.92

6.49

6.37

6.87

7.29

6.72

0
Time-->

5.00

Abundance

3000000

2500000

2000000

1500000

8.00

1000000

500000

0

TIC: BF098233.D

10.55

12.82

T
Time--> 8.00

10.50 11.00 11.50

8.50

9.50

10.00

9.00

12.00

12.50 13.00

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

5000003.

TIC: BF098233.D

13.87

15.72 16.19 1616573 17.06

Time-->

14.00

14.50

15.00 15.50 16.00

16.50 17.00 17.50

18.00

18.50

19.00

8270-BF081517.
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.26 3.86 ng 144676 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 3-Hexen-2-one 98 C6H100 000763-93-9 90
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 90

Abundance Scan 369 (4.257 min): BF098233.D (-366) (-) m/z 83.00 100.00%
83.0
55.0
5000
43.0 98.0
‘ . 400 420 440 460
Y R Y NNOOYHU N RN L SN [N PR m/z 55.00 74.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 220 98.0 400 420 440 460
m/z 42.95 32.07%
0 ‘\ ! ‘ | 67 O 75 O !
L S L UL SUR LIS BRI IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
55.0
410 4.00 420 4.40 4.60
5000 ' m/z 98.00 31.75%
27.0 98.0
15.0
67.0 _
G S S UL SRS SRS IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R i e o
55.0 83.0 4.00 420 4.40 4.60
m/z 39.00 21.58%
41.0
5000 270 98.0
15.0 | ‘ 69.0
0'"|“"|”'*|“"i“"le'|“'Mi“"|”"|“"|“" AR A LR AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.92 7.56 ng 283710 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 482 (4.922 min): BF098233.D (-478) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 BN AR RN
| 83.0 | 4.60 4.80 5.00 5.20
o) B Ot A S m/z 59.10 61.28%
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
w000 90 T 4k S0 520
0
150 4, 1010 m/z 101.10 22 .06%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
4.60 4.80 500 520
5000 41.0 m/z 58.10 16.42%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone B e B AR
43.0 460 4.80 5.00 5.20
m/z 41.05 8.96%
5000 101.0
28.0 59.0
"'I%?;gl"ww""W""I'J“t'"'T?:?'?fnﬁl""la"'v"'I""I"”I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown6.49 Concentration Rank 1

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

6.49 79.92 ng 2998460 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.492 min): BF098233.D (-744) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 %1 J o0 om0 650 680
1 54,0 . . . .
ol 72 T m/z 68.10 46.76%
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 RS U R R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.62%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o o o0
5000 9go 1160 m/z 66.10 28.27%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.42%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 I'h"u'“M'Fm"mi'“*'lw"lu'P"I""I""I"" ISR U R R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF081517.M Tue Sep 05 16:48:41 2017 Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown9.62 Concentration Rank 10

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

9.62 3.06 ng 131007 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 38
2 Crotvl methacrvlate 140 C8H1202 007376-45-6 35
3 Bicvclol3.1.1Theptan-2-one. 3.6.... 152 C10H160 016022-08-5 25
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 25
5 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 22

Abundance Scan 1281 (9.622 min): BF098233.D (-1277) (-) m/z 69.10 100.00%
1

5000
1231 1521 193.2 L e e e A
173.1 9.40 9.60 9.80 10.00
o m/z 83.05 72 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11590: Cyclohexane, 1,2,4-trimethyl-
69.0
410 111.0
5000 L e e

9.40 9.60 9.80 10.00
‘ ‘ m/z 55.10 62.14%
\“ H Ml

85.0 ‘ 127.0

o SRRV | ST [ o i A S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0
AN REEEE BE e S
9.40 9.60 9.80 10.00
5000 m/z 97.05 49 _.12%
95.0 111.0
15.0 140.0
ol el el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25251: Bicyclo[3.1.1]heptan-2-one, 3,6,6-trimethyl- R BB EEmEE e
83.0 9.40 9.60 9.80 10.00
m/z 41.10 47 .61%
5000 55.0
109.0
39‘0 ‘ 152.0
cbasol g gl L o | T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9. 80 10.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown9.66 Concentration Rank 7

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

9.66 3.24 ng 138782 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 46
2 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 38
3 (2.4.6-Trimethvlcvclohexvl) meth... 156 C10H200 013702-56-2 22
4 1.6-Heptadiene. 2.5.5-trimethvl- 138 C10H18 062238-28-2 20
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 18

Abundance Scan 1288 (9.663 min): BF098233.D (-1285) (-) m/z 193.20 100.00%
6d.1 193.2
97.1
940 9.60 9.80 10.00
0 m/z 69.10 99.90%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #55484: 2-Anthracenamine
193.0
5000 IBBE AR SRERE SRR AR
165.0 9. 210 9. 60 9. 80 10'00
97.0 m/z 97.10 80.51%
0 51.0 70.0 1150 1390
miz--> B % % B 100 10 1o 1to 1ko 2%
Abundance
43.0 109.0
90 "3k ko 58 1000
5000 m/z 41.10 69.20%
27.0 91.0 138.0
G L S S S B WL B WL L B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #28334: (2,4,6-Trimethylcyclohexyl) methanol e mmas B s
69.0 9.40 9.60 9.80 10.00
m/z 95.10 67.07%
5000 41.0 123.0
96.0
m/z--> 20 60 80 100 120 140 160 180 200 9.40 9. 60 9. 80 10.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl10.09 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.09 2.21 ng 94547 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Tetradecvne 194 C14H26 035216-11-6 49
2 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 35
3 2-Furanacetaldehyde. .alpha.-i1so... 152 C9H1202 031681-30-8 27
4 1-Propanone. 1-(l-cvclohexen-1-vI)- 138 C9H140 001655-03-4 25
5 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C10H17Br 059474-03-2 25
Abundance Scan 1361 (10.092 min): BF098233.D (-1358) (-) m/z 95.10 100.00%
05.1
123.1
411 67.1
5000
"'9.80 10,00 10,20 10.40
o} m/z 81.10 81.62%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #56473: 7-Tetradecyne
67.0
95.0
5000 410 LA L L L L LB LB
9. 80 10 00 10. 20 10 40
m/z 123.10 73.85%
1650
0 Illsl'oll‘l‘l .‘i‘. .‘l‘l‘l Al "‘i‘ ] ‘\ ; Ilfl'lolol — . . .].-9.4.0. A REE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0
"'9.80 10,00 10,20 10.40
5000 41.0 109.0  137.0 m/z 109.10 59.29%
15.0 a0
e L A UL UL L WL B WSS B W W
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #26057: 2-Furanacetaldehyde, .alpha.-isopropy!-  EAmEEmEEE RS
81.0 123.0 9.80 10.00 10.20 10.40
m/z 67.10 57.73%
5000
53.0
152.0
Ouuuluuuuluuh‘. ‘ H“.‘lousuhuul...............|....|... R B
m/z--> 20 100 120 140 160 180 200 220 980 1000 1020 1040
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl0.12 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.12 3.07 ng 131222 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 photocitral B 152 C10H160 006040-45-5 27
2 photocitral A 152 C10H160 055253-28-6 27
3 2-Furanmethanol. .alpha.-(2-nitr... 185 C8H11NO4 103077-75-4 25
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 22
Abundance Scan 1366 (10.122 min): BF098233.D (-1363) ( ) m/z 193.20 100.00%
. 81.1 97.1 123.1 98.2
5000
39 181.1157.1173.1 217.2 '9.80 10.00 10.20 10.40
o} m/z 55.10 95.41%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25079: photocitral B
81.0 123.0
41.0
5000 LA N UL RN UL
9.80 10.00 10.20 10.40
m/z 123.10 91.91%
152.0
0 I""I""I""I'"'I'"'I""I"l'l""l""l""lII
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
81.0 AUV AR SRR
9.80 10.00 10.20 10.40
0
5000 410 m/z 81.10 90.55%
152.0
R L S S L B L B L S S W
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49685: 2-Furanmethanol, .alpha.-(2-nitropropyl)-, (R*,R*)- e A REEEEEasS
97.0 9.80 10.00 10.20 10.40
m/z 69.10 89.91%
5000 41.0
‘ 69.0 123.0
Ot il oy ) 1390 1660 1850 —
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl10.16 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.16 5.84 ng 249915 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-(2-Ethvl-1.3-dimethvl-cvclopen... 182 C12H220 1000186-82-4 47
2 Benzhvdrazide. 4-fluoro-N2-chlor... 230 C9H8CIFN202 1000266-55-2 38
3 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 38

4 Benzene-1.2.3-triamine

123

C6HION3

5 3-Fluorobenzoic acid,

undec-10-e... 292 C18H25F02

1000316-45-3 38
1000279-01-2 37

Abundance

5000

Scan 1373 (10.163 min): BF098233.D (-1369) (-)
128.1

m/z 123.10 100.00%

69.1
41.1

95.1

207.2

151.2 170.1 190.2 9.80 10.00 10.20 10.40
0 2323 m/z 109.10 45.27%

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

Abundance #47225: 2-(2-Ethyl-1,3-dimethyl-cyclopent-2-enyl)-propan-2-ol
123.0
5000 LA L L L L L L B B
9.80 10.00 10.20 10.40
81.0 J m/z 69.10 43.34%
Lo 00, 050 | solo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
e
9.80 10.00 10.20 10.40
5000 m/z 81.10 42 .78%
95.0
9.0 75.0
o 49. 149.0167.0  195.0212.0230.0
L e e A L B E B

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

Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene T
69.0 95.0 123.0 207.0 9.80 10.00 10.20 10.40
: m/z 95.10 39.04%
5000
EREREN |
0,.”.,”..“l.ﬂ.ﬂﬂqﬂm.y..w..hw..” N M

980 10. 00 10. 20 10 40

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

8270-BF081517.M Tue Sep 05 16:48:45 2017

Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 11H-Benzo[a]fluoren-11-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.72 3.16 ng 171362 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 93
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 74
3 1-Pvrenecarboxaldehvde 230 C17H100 003029-19-4 72
4 6H-Benzldelanthracen-6-one 230 C17H100 080252-14-8 53
5 Benzo(b)phenazine 230 C16H10N2 000257-97-6 47
Abundance Scan 1978 (13.721 min): BF098233.D (-1975) (-) m/z 230.10 100.00%
230.1
57.1 831
5000
1111 202.1
' 151.1 175.0 261.1 289 3 13.40 13.60 13.80 14.00
0 : m/z 57.10 65.94%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230.0
5000 SR DAL UL BN UL
13,40 13.60 13.80 14.00
101.0 200.0 m/z 83.10 63.62%
m/z--> 4b eb 85 160 150 140 1é0 1§o 200 220 240 260 280 300
Abundance
230.0
13.40 13.60 13.80 14.00
5000 202.0 m/z 71.10 50.05%
101.0
50.0 74.0 122.0 150.0 174.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86239: 1-Pyrenecarboxaldehyde e AREEEEEaSEE
soLo 2300 13.40 13.60 13.80 14.00
: m/z 43.10 47 .47%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13. 60 13. 80 14. 00

8270-BF081517.M Tue Sep 05 16:48:48 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.16 5.11 ng 137880 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Benzolelpvrene 252 C20H12 000192-97-2 96
4 Benzolalovrene 252 C20H12 000050-32-8 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2223 (15.163 min): BF098233.D (-2220) (-) m/z 252.05 100.00%
259.1
5000
125.0
224.1 14.80 15.00 15.20 15.40
ol 390 740 99.0 155.1 200.1 282.1 317.2 n/z 250 .10 30 45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104215: Perylene
252.0
5000
14.80 15.00 15.20 15.40
126.0 m/z 253.10 20.54%
027.0 50.0 74.0 99.0 150.0174.0198.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.00 16.42%
126.0
ol 39.0 74.0 100.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene R B AR
252.0 14.80 15.00 15.20 15.40
m/z 126.00 15.69%
5000
0 50.0 74.0 99.0 ”1m0ﬂunmoﬂ40Jd
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15.00 15.20 15.40

8270-BF081517.M Tue Sep 05 16:48:49 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.98 ng 80387 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 74
2 2-methvloctacosane 408 C29H60 1000376-72-8 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 72
5 Hexacosane 366 C26H54 000630-01-3 72
Abundance Scan 2318 (15.721 min): BF098233.D (-2314) (-) m/z 57.10 100.00%
57.1
5000
99.1 UL AR BN IR B
152.1 192.0 226.1 280.1 15.40 15.60 15.80 16.00
ob——, m/z 71.05 77.17%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
5000 R AR DA U DU
mmmmmmmm
99.0 m/z 43.10 63.48%
0 27\‘0\ M “\ H H‘ ‘ ‘\14%[ q 183.0 254.0
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 63.31%
99.0
oL 27.0 1410 183.0 2250 267.0 309.0  365.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #141426: Heneicosane AR e R RR
57.0 15.40 15.60 15.80 16.00
m/z 55.00 24 .98%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 1540 1560 1580 1600 '

8270-BF081517.M Tue Sep 05 16:48:50 2017 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.29 ng 61717 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Heneicosane 296 C21H44 000629-94-7 74
3 Hexacosane 366 C26H54 000630-01-3 74
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 72
Abundance Scan 2398 (16.192 min): BF098233.D (-2393) (-) m/z 57.10 100.00%
57.1
5000
1319411 1741 211.0 249.1279.1 1580 16.00 16.20 16.40 16.60
ol m/z 71.05 85.91%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 850 TT T T [T T T T[T T T T[T TT T 7T
29.0 15. 80 16. oo 16. 20 16 40 16. 60
’ m/z 85.10 61.78%
0 “ ] h \ H Hﬁll3 9141 0169 0197 0225.0253. 0282 0
m/z--> éo 1 150 260 2%0 360 3%0
Abundance
57.0
650 15,80 16.00 16,20 16.40 16.60
5000 ‘ m/z 43.10 49 .84%
29.0 113.0
0 141.0169.0197.0225.0253.0 296.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane [TT T T[T T[T T T[T Trr [T
57.0 15.80 16.00 16.20 16.40 16.60
m/z 69.05 24 .24Y%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&1;0 15. 80 16. oo 16. 20 16 40 16. 60

8270-BF081517.M Tue Sep 05 16:48:50 2017 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098233.D

Aca On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample : 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Docosane, 11-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.73 2.75 ng 74391 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 62
2 Octacosane 394 C28H58 000630-02-4 62
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 62
4 Hexacosane 366 C26H54 000630-01-3 58
5 Heneicosane 296 C21H44 000629-94-7 58

Abundance Scan 2489 (16.727 min): BF098233.D (-2486) (-) m/z 57.05 100.00%

57.0

5000

99.0

278.1 T T T T T

141.0 178.0 16.40 16.60 16.80 17.00

225.1

0! m/z 71.05 87.84%
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57.0

16.40 16.60 16.80 17.00
m/z 85.05 47.87%

5000 I
\‘\

99.0
MWUMZN%wM%o3w%%mmo

ol b b iy , ALZ I ST
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
AR B
16.40 16.60 16.80 17.00
5000 m/z 43.05 46.87%
99.0
27.0 1410 183.0 225.0 281.0 337.0 394.0
T T T T T T T T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R AEmEEEE L
57.0 16.40 16.60 16.80 17.00
m/z 55.10 24 _78%
5000
0 a0 239.0
oL ALy 110 1830 268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 16. 40 16. 60 16. 80 17. OO

8270-BF081517.M Tue Sep 05 16:48:51 2017 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
Data File : BF098233.D

Acq On : 1 Sep 2017 18:13

Operator : SJ/JU

Sample - 15050-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4.26 3.9 ng 144676 1 6.72 750352 20.0
2-Pentanone, 4-hy... 4.92 7.6 ng 283710 1 6.72 750352 20.0
unknown6 .49 6.49 79.9 ng 2998460 1 6.72 750352 20.0
unknown9 .62 9.62 3.1 ng 131007 3 9.75 855752 20.0
unknown9 .66 9.66 3.2 ng 138782 3 9.75 855752 20.0
unknown10.09 10.09 2.2 ng 94547 3 9.75 855752 20.0
unknown10.12 10.12 3.1 ng 131222 3 9.75 855752 20.0
unknown10.16 10.16 5.8 ng 249915 3 9.75 855752 20.0
11H-Benzo[a]fluor... 13.72 3.2 ng 171362 5 13.87 1085760 20.0
Perylene 15.16 5.1 ng 137880 6 15.29 540098 20.0
Octadecane 15.72 3.0 ng 80387 6 15.29 540098 20.0
Eicosane 16.19 2.3 ng 61717 6 15.29 540098 20.0
Docosane, 11-butyl- 16.73 2.8 ng 74391 6 15.29 540098 20.0
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