LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 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-BF121417.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 4.998 492 495 513 rBV 329342 584513 18.16% 1.698%
2 5.410 561 565 593 rBY 2194096 3017632 93.78% 8.766%
3 6.434 735 739 756 rBVY 2570516 3217900 100.00% 9.347%
4 6.557 756 760 773 rVB 2934687 2971326 92.34% 8.631%
5 6.781 795 798 806 rBV 873407 846812 26.32% 2.460%
6 6.939 821 825 845 rBVY 2362257 2467468 76.68% 7.167%
7 7.357 892 896 913 rBVY 1825737 2011908 62.52% 5.844%
8 7.798 964 971 985 rBV5 45729 136751 4.25% 0.397%
9 8.063 1013 1016 1032 rBvV 1038718 1101490 34.23% 3.200%
10 8.722 1124 1128 1131 rVB3 26764 33357 1.04% 0.097%
11 9.022 1176 1179 1182 rBv4 39091 48841 1.52% 0.142%
12 9.139 1195 1199 1202 rBV 3345132 3075832 95.59% 8.935%
13 9.316 1226 1229 1232 rVB4 61136 79899 2.48% 0.232%
14 9.363 1235 1237 1243 rVB3 33749 42563 1.32% 0.124%
15 9.539 1261 1267 1275 rBv2 132402 220134 6.84% 0.639%
16 9.675 1287 1290 1292 rBvV2 34350 35647 1.11% 0.104%
17 9.733 1297 1300 1303 rVB 90742 72439 2.25% 0.210%
18 9.763 1303 1305 1308 rBVY 33954 35457 1.10% 0.103%
19 9.822 1311 1315 1322 rVV 1117049 1054772 32.78% 3.064%
20 9.875 1322 1324 1327 rVB2 43423 35452 1.10% 0.103%
21 10.233 1383 1385 1387 rVB 90844 62079 1.93% 0.180%
22 10.292 1393 1395 1397 rVB 68661 52085 1.62% 0.151%
23 10.333 1399 1402 1408 rVV3 82239 130610 4.06% 0.379%
24 10.457 1421 1423 1424 rBV2 49553 37150 1.15% 0.108%
25 10.504 1428 1431 1433 rBV 66253 60014 1.87% 0.174%
26 10.539 1435 1437 1440 rBV2 94199 82360 2.56% 0.239%
27 10.563 1440 1441 1444 rVB 73032 52778 1.64% 0.153%

28 10.616 1447 1450 1455 rVvv2 1004520 1083637 33.68% 3.148%
29 10.663 1455 1458 1462 rVV 263817 279958 8.70% 0.813%
30 10.704 1462 1465 1468 rVV2 107817 140681 4._37% 0.409%

31 10.751 1470 1473 1475 rVV 193858 185421 5.76% 0.539%
32 10.780 1475 1478 1480 rVV3 105525 117379 3.65% 0.341%
33 10.816 1481 1484 1488 rVV 230825 232252 7.22% 0.675%
34 10.857 1488 1491 1495 rVB 143177 157298 4._.89% 0.457%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 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:\HPCHEMI\BNA F\METHODS\8270-BF121417 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.939 1502 1505 1507 rBv4 78885 83832 2.61% 0.244%
36 11.033 1519 1521 1523 rVB 58299 42786 1.33% 0.124%
37 11.057 1523 1525 1528 rBV2 46245 40306 1.25% 0.117%

38 11.092 1528 1531 1534 rBV 150079 131299 4.08% 0.381%
39 11.151 1538 1541 1544 rBV 169771 194962 6.06% 0.566%
40 11.180 1544 1546 1548 rBV2 83870 67612 2.10% 0.196%

41 11.239 1552 1556 1559 rBV 188460 296675 9.22% 0.862%
42 11.316 1562 1569 1571 rBV2 895752 1191386 37.02% 3.461%
43 11.369 1576 1578 1582 rVvv2 271273 412909 12.83% 1.199%
44 11.404 1582 1584 1588 rvv2 213992 323863 10.06% 0.941%
45 11.439 1588 1590 1592 rVV 190403 169606 5.27% 0.493%

46 11.469 1592 1595 1598 rVvVv 299017 375030 11.65% 1.089%
47 11.510 1598 1602 1605 rVV 369660 459300 14.27% 1.334%
48 11.551 1605 1609 1612 rVvv2 231170 411231 12.78% 1.195%
49 11.598 1612 1617 1621 rVVv2 507987 869969 27.04% 2.527%
50 11.639 1622 1624 1627 rVV2 276162 324126 10.07% 0.942%

51 11.686 1627 1632 1634 rVV 415536 636191 19.77% 1.848%
52 11.733 1638 1640 1642 rVV 247554 237758 7.39% 0.691%
53 11.769 1642 1646 1654 rVB2 261609 547728 17.02% 1.591%
54 11.980 1680 1682 1686 rVB2 78952 70161 2.18% 0.204%
55 12.098 1699 1702 1705 rBV3 73388 119608 3.72% 0.347%

56 12.768 1814 1816 1822 rVB 127331 125845 3.91% 0.366%
57 12.892 1833 1837 1841 rBV 2101105 1975464 61.39% 5.738%
58 13.768 1984 1986 1992 rBV 151709 196588 6.11% 0.571%
59 13.968 2016 2020 2023 rBV 718255 754716 23.45% 2.192%
60 15.439 2266 2270 2277 rVB 457849 603034 18.74% 1.752%

Sum of corrected areas: 34425880
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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\BF122817\

BF101800.D

28 Dec 2017 14:16

SJ/Ju

16970-01

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF101800.D

5.41

5.00

6.56

6.43

6.94

6.78

7.36

0

Time-->

™1
2.50

3.00

3.50

4.00

4.50

5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

8.06

TIC: BF101800.D
14

10.62

9.82

12.89

O
Time-->

10.50 11.00 11.50

12.00

12.50

13.00

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000 1377

TIC: BF101800.D

13.97

15.44

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 : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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.

5.00 13.81 ng 584513 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 495 (4.998 min): BF101800.D (-492) (-) m/z 43.00 100.00%
43.0
5000
101.1 BB NRAE SR LR R
| 83.0 | 460 480 500 520 540
Obrrr e e e m/z 59.10 53.04%
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 R R R L I
59.0 460 480 500 520 5.40
0
150 4, 1010 m/z 101.10 16.50%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.00 14 .60%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester —
59.0 4.60 4.80 500 5.20 5.40
m/z 41.05 9.24%
5000 41.0 LA‘
o U |70 1260 1420 | _ps )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 460 4.80 500 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.56 Concentration Rank 1

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

6.56 70.18 ng 2971330 1,4-Dichlorobenzene-d4 6.78
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 760 (6.557 min): BF101800.D (-756) (-) m/z 132.00 100.00%
132.0
5000 68.1
201 o1 2h0 om0 6o ok
01 : e B m/z 68.10 41.98%
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 SN
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.91%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 m/z 66.05 27 .19%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.72%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 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 : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 p-Menthane, 2,3-dibromo-8-p... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

10.75  3.11ng 185421  Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 p-Menthane. 2.3-dibromo-8-phenvl- 372 C16H22Br2

1000152-61-6 78

2 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 78
3 2.5-Dimethvilbenzvl chloride 154 C9H11ClI 000824-45-3 64
4 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 64
5 Dicumyl peroxide 270 C18H2202 000080-43-3 56
Abundance Scan 1473 (10.751 min): BF101800.D (-1470) (-) m/z 119.05 100.00%
119.1
5000
411 10.40 10.60 10.80 11.00
ooyt 790 L | asa1 2071 2602 sz m/z 91.05 16.96%
miz--> 0 50 100 150 200 250 300 350
Abundance #197844: p-Menthane, 2,3-dibromo-8-phenyl-
119.0
5000 DAL A A
10.40 10.60 10.80 11.00
m/z 120.05 9.92%
o M0 780 155.0 197.0 293.0 374.0
miz--> 0 55 160 1éo 260 250 300 3%0
Abundance
119.0
MM4'“'V'“|“'W'“'V
10.40 10.60 10.80 11.00
5000 m/z 41.10 6.04%
41.0
olt2:0 79.0 153.0 210.0 245.0 302.0
miz--> 0 55 160 1éo 260 2%0 360 3%0
Abundance #27594: 2,5-Dimethyloenzyl chloride R B .
119.0 10.40 10.60 10.80 11.00
m/z 118.10 4.96%
5000
154.0
0 4:!79 " ‘77[0[ [T
miz--> 0 B "55' B ﬁdd ' ﬁéo"' 560"' 550"' 566 B 5%0"' 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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,l1-dimethyldecyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.90 ng 232252 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l.l1-dimethvldecvl)- 246 C18H30 027854-40-6 90
2 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 78
3 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 78
4 Benzene. (1l.l1-dimethvinonvl)- 232 C17H28 055191-25-8 78
5 Pentadecane, 2-methyl-2-phenyl- 302 C22H38 029138-94-1 78
Abundance Scan 1485 (10.822 min): BF101800.D (-1481) (-) m/z 119.10 100.00%
119.1
5000
91.0
41.0 10.60 10.80 11.00 11.20
Ol o b etk 20020611 1891 2482 | m/z 91.00 26.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99264: Benzene, (1,1-dimethyldecyl)-
119.0
5000 LR UL BRI SULRURE SR
10,60 10.80 11.00 11.20
41.0 91.0 m/z 105.05 9.26%
ol 150, | 690 ‘ | | 1410 1750 207.0  246.0
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260
Abundance
119.0
10,60 10.80 11.00 11.20
5000 m/z 120.05 8.87%
91.0
57.0
ol 290 147.0 175.0 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122975: Tridecane, 2-methyl-2-phenyl- e s
119.0 10.60 10.80 11.00 11.20
m/z 41.05 6.67%
5000
41.0 91.0
ol15.0, || 690, \ | | 1450 175.0 2030 2310 274.0
m/z--> 20 45 eb éo 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Benzene, (1,1,4,6,6-pentame... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.15 3.27 ng 194962 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 72
2 Benzene. (l.1-dimethvIinonvI)- 232 C17H28 055191-25-8 64
3 Benzene. (l.1-dimethvildecvI)- 246 C18H30 027854-40-6 64
4 [5-(4-Ethviphenv)-5-hvdroxy-3-t... 376 C20H19F3N202 1000311-59-5 64
5 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 64
Abundance Scan 1541 (11.151 min): BF101800.D (-1538) (-) m/z 119.10 100.00%
119.1
5000
57.1 91.1

10.80 11.00 11.20 11.40
245.1
| 147.1 180.0 217.1 274.2 302.1 m/z 91.10 53 . 65%

L el L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99278: Benzene, (1,1,4,6,6-pentamethylheptyl)-
119.0
5000 LA L L L L L L L L B B
10.80 11.00 11.20 11.40
91.0 m/z 57.10 19.91%
57.0 :
0 29.0, | 147.0 175.0 246.0
T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119.0
R B .
10.80 11.00 11.20 11.40
5000 m/z 105.10 14 .06%
91.0
41.0
0116.0 65.0 147.0 175.0 232.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99265: Benzene, (1,1-dimethyldecyl)- R R R RR B
119.0 10.80 11.00 11.20 11.40
m/z 43.10 11.94%
5000
44.0 o0
0160 | . 67.0 \ L 159.0 189.0 246.0
e e e e e e e R B .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. 00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Benzene, 1,1"-(1,1,2,2-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.37 6.93 ng 412909 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.1.2.2-tetrameth... 238 C18H22 001889-67-4 53
2 Benzene. (1.1.2-trimethvilpropvl)- 162 C12H18 026356-11-6 53
3 p-Cvmene 134 C10H14 000099-87-6 50
4 o-Cvmene 134 C10H14 000527-84-4 50
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 50
Abundance Scan 1578 (11.369 min): BF101800.D (-1576) (-) m/z 119.10 100.00%
119.1
91.1
5000
57.1
203.2 100 1120 1140 1160
175.2 11.00 11.20 11.40 11.60
0 ...,....,“...'.,..l|..,..:., el 28 S st 2883 105,10 98.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92604: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethanediyl)bis
119.0
91.0
5000 LRI LN B UM
11.00 11.20 11.40 11.60
m/z 91.10 58.21%
41.0
0 T I 165.0 191.0
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
119.0
11,00 1120 11.40 11.60
m/z 57.10 30.26%
5000 910 (
41.0
o 65.0 162.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #l4807:p—Cymene L LI L L L N DL B
119.0 11.00 11.20 11.40 11.60
m/z 71.10 19.00%
5000
91.0
o150 410 890 il ‘
R AR R A LA RSN RSN AR LA AR LARAN AARAN RSN SAAN VN UL BRI L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknownll1.40 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.40 5.44 ng 323863 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.5-Dihvdro-4.4-dimethvl-2-phenv... 203 C12H13N0O2 029637-55-6 22
2 Ethanone. 2-(acetvloxv)-1-phenvl- 178 C10H1003 002243-35-8 22
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 10
4 Succinic acid. phenethvl 2.3-dic... 366 C18H16C1204 1000358-00-7 10
5 Benzoic acid, 2-acetylhydrazide 178 C9H10N202 014331-27-2 10
Abundance Scan 1583 (11.398 min): BF101800.D (-1582) (-) m/z 105.10 100.00%
105.1
5000
57.1 1781 LRI A DU SN
133.1 1203.2 11.00 11.20 11.40 11.60 11.80
Obrreprrretlbeath et e oy b 2L 30210 099010 59. 720
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63342: 4,5-Dihydro-4,4-dimethyl-2-phenyl-1,3-oxazin-6-one
105.0
77.0
5000 NI AR DU SN
11.00 11.20 11.40 11.60 11.80
51. m/z 91.05 22.12%
203.0
N N N N .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105.0
11,00 11.20 1140 11.60 11.80
5000 m/z 57.10 14 .54%
77.0
43.0
o 15.0 136.0 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99258: Benzene, (1-methylundecyl)- N e o
105.0 11.00 11.20 11.40 11.60 11.80
m/z 43.10 14.11%
5000
o 55.0 79.0| | 147.0 1750 2040 24?0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11,40 11.60 11.80

8270-BF121417_.M Fri Dec 29 10:57:31 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknownll.44 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.44 2.85 ng 169606 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Malonic acid. 8-chlorooctvl prop... 292 C14H25CI04 1000349-00-3 25
2 2-Aziridinecarboxvlic acid. 2-be... 295 C19H21NO2 1000196-90-8 17
3 Benzoic acid. 1-(2-thienvDethvl._._. 245 C13H11NO2S 309282-70-0 10
4 2-Methvl1-3.5-dinitrophenvl _beta... 330 C16H14N206 1000129-40-5 10
5 1,4-Methanophthalazine, 1,4,4a,7... 176 C11H16N2 1000221-84-9 9
Abundance Scan 1590 (11.439 min): BF101800.D (-1588) (-) m/z 105.10 100.00%
105.1
5000
147.1
5.1 | 175.1 245.2 1120 11,40 11,60 11.80
obrrrered 200 L L 1T 2041 2402 2731 3021 G 05 36. 02%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #137473: Malonic acid, 8-chlorooctyl propy! ester
105.0
5000 LR SIS I LN B
43.0 147.0 11,20 11.40 11.60 11.80
m/z 147.10 24 .59%
0 P"W'”'I”"P"W '”I'“'I”"P"FQ?P '”'I??ﬁo”""'ﬁ"”l'”
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45.0 105.0
1120 11,40 11,60 11.80
5000 m/z 133.10 15.75%
133.0
0 77.0 162.0 1990 236.0 295.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98014: Benzoic acid, 1-(2-thienyl)ethylidenamino ester I R a ma e St
105.0 11.20 11.40 11.60 11.80
m/z 57.10 14 .73%
5000
77.0
39.0
0 N . 139.0 189.0 24?0
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 11,20 11.40 11.60 11.80

8270-BF121417_.M Fri Dec 29 10:57:32 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknownll.47 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.47 6.30 ng 375030 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlpropionic acid. 2.3.4.6-... 362 C15H10CI402 1000354-74-6 27
2 Malonic acid. di(10-chlorodecvl)... 452 C23H42C1204 1000349-04-3 25
3 2-Aziridinecarboxvlic acid. 2-be... 295 C19H21NO2 1000196-90-8 17
4 Methanone. cvclopentvlphenvl- 174 C12H140 005422-88-8 17
5 3-Chlorophenyl-_beta.-phenylprop... 260 C15H13CI02 023522-74-9 16
Abundance Scan 1595 (11.469 min): BF101800.D (-1592) (-) m/z 105.10 100.00%
105.1
5000
431 711 133.1 R DAL SUNLE B SR
- 175.2 203.2 11.20 11.40 11.60 11.80
0 ,....,'|....|,..-|..,...., Al b 292,283 Tm/z 91.10  28.17%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #191479: 3-Phenylpropionic acid, 2,3,4,6-tetrachlorophenyl...
105.0
133.0
5000 LI B UL B B
11,20 11.40 11.60 11.80
0 m/z 43.10 17.12%
27.0 510‘ h. o | 1680 2030 2320
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
105.0
1120 11.40 11.60 11.80
5000 m/z 71.10 14 _.31%
55.0
29.0 82.0 1330 175.0 27190 519
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #140348: 2-Aziridinecarboxylic acid, 2-benzyl-1-(1-phenyle... AR EEEEEEEEE
45.0 105.0 11.20 11.40 11.60 11.80
m/z 119.10 12.43%
5000
133.0
o 77.0 | I 1620 19?0 2360 2950
m/z--> ﬁo 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320 11,20 11.40 11.60 11.80

8270-BF121417_.M Fri Dec 29 10:57:32 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknownll.55 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.55 6.90 ng 411231 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 4-ethvIl-N-allvl- 189 C12H15NO 1000340-34-5 49
2 6-Aminoindazole 133 C7H7N3 006967-12-0 47
3 1-Propanone. 2-chloro-1-(4-ethvl._.. 210 C12H15CIO 055012-69-6 43
4 Glvcine. N-(4-ethvlbenzovl)-. et... 235 C13H17NO3 1000314-51-2 43
5 Benzamide, 4-ethyl-N,N-dimethyl- 177 C11H15NO 1000340-34-4 43
Abundance Scan 1609 (11.551 min): BF101800.D (-1605) (-) m/z 105.10 100.00%
106.1
133.1
5000
ot 175.2 11.20 11.40 1160 11.80
. 2031 259.2 : : : :
0 ,....-,ll..'.|,..??,9...,~ el A4 LT 2823 TR 2883 Th/z 133.10 64.83%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52381: Benzamide, 4-ethyl-N-allyl-
138.0
5000 LN BURRURE B BN
11.20 11.40 11.60 11.80
0
1050 189.0 m/z 91.10 44 . 79%
ol27.0 510 790 "7 \ \
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
133.0
11.20 11.40 1160 11.80
5000 m/z 57.10 19.53%
105.0
52.0 78.0
0l27.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69175: 1-Propanone, 2-chloro-1-(4-ethylphenyl)-2-methy!- R B .
138.0 11.20 11.40 11.60 11.80
m/z 43.10 13.09%
5000
105.0
410 710 7 . 1670 2100
mz-> 20 Jo 60 80 160 120 150 160 180 200 220 240 260 280 1120 11.40 11.60 11.80

8270-BF121417 .M Fri Dec 29 10:57:33 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Pentadecane, 2-methyl-2-phe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.60 14.60 ng 869969 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 78
2 Benzene. (l.1-dimethvIinonvI)- 232 C17H28 055191-25-8 78
3 Benzene. (l.1-dimethvildecvI)- 246 C18H30 027854-40-6 78
4 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 74
5 3-Methylbenzoic acid, 2,5-dichlo... 280 C14H10CI1202 1000325-71-3 72
Abundance Scan 1617 (11.598 min): BF101800.D (-1612) (-) m/z 119.10 100.00%
119.1
5000
411 a1 11.20 11.40 11.60 11.80 12.00
o....,....,....‘?“?.9.,..'..,.'...I....l,‘??.? Arr22032 2892 2883 | Tn/z 91.10  16.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146687: Pentadecane, 2-methyl-2-phenyl-
119.0
5000 U LR DU R B
1120 11,40 11.60 11.80 12.00
41.0 91.0 m/z 105.10  13.65%
ol15.0, | 650 | , | 1450 1750 2100 245.0 302.0
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance
119.0
11.20 11.40 11.60 11.80 12.00
5000 m/z 120.05 9.72%
91.0
0l 16.0 41.0 65.0 147.0 175.0 232.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99265: Benzene, (1,1-dimethyldecyl)- OIS B e e
119.0 11.20 11.40 11.60 11.80 12.00
m/z 41.10 7.82%
5000
44.0 o0
ol 160 i 67.0 \ Ll 1590 1890 2460
m/z--> ﬁo 40 60 85 100 120 140 160 180 200 220 240 260 280 300 1120 11.40 11,60 11.80 12.00

8270-BF121417 .M Fri Dec 29 10:57:33 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknownll.64 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.64 5.44 ng 324126 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvano-3.5-dimethvilpvrazine 133 C7H7N3 124629-52-3 40
2 4-Ethvlbenzoic acid. 3-chlorophe... 260 C15H13CI102 1000325-73-4 40
3 4-Ethvlbenzoic acid. undec-2-env... 302 C20H3002 1000292-54-8 40
4 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 39
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 38
Abundance Scan 1624 (11.639 min): BF101800.D (-1622) (-) m/z 133.10 100.00%
138.1
91.1
5000
57.1
175.2 259.2 11140 11.60 11.80 12,00
Ohrrrrere b etk e b 2024 | mZz 91.10 64.11%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14699: 2-Cyano-3,5-dimethylpyrazine
138.0
5000 LR B SULRLE I B
11,40 11.60 11.80 12.00
42.0 81.0 m/z 105.10 58.86%
106.0
0|“““MHJL“w“'H“w'JWH'WH“l““w'HVH'VHw'HWH'w“'
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
133.0
11140 11,60 11.80 12,00
5000 m/z 57.10 32.09%
027.0 510 770 105.0 260.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146582: 4-Ethylbenzoic acid, undec-2-enyl ester b RRREE EE s
138.0 11.40 11.60 11.80 12.00
m/z 175.20 13.23%
5000
29.0 55.0 79.0 1050 | 1610 2%02&0 2730 302.0
miz-> 20 40 éo éo 160 120 140 160 180 200 220 240 260 280 300 11,40 11.60 11.80 12.00

8270-BF121417_.M Fri Dec 29 10:57:34 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 16 Tridecane, 2-methyl-2-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.69 10.68 ng 636191 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 78
2 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 78
3 Benzene. (l.1-dimethvildecvI)- 246 C18H30 027854-40-6 64
4 3-Methvlbenzoic acid. 4-chloro-2... 260 C15H13CI102 1000331-26-6 64
5 Benzene, (1,1-dimethylnonyl)- 232 C17H28 055191-25-8 47
Abundance Scan 1633 (11.692 min): BF101800.D (-1627) (-) m/z 119.10 100.00%
119.1
5000
w1 910 1751 "4 1160 1160 100
Orrrrprrre eSO bl 2451|2082 2452 2883 Tnyz 175.10  11.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122975: Tridecane, 2-methyl-2-phenyl-
119.0
5000 L B B LN B
1140 11.60 11.80 12.00
41.0 91.0 m/z 91.05 10.52%
ol15.0, | 650 \ . 145.0 1750 2030 2310 2740
m/z--> ﬁo Jo éo 85 100 120 140 160 180 200 220 240 260 280 300
Abundance
119.0
11,40 11.60 11.80 12.00
5000 m/z 120.10 9.12%
41.0 91.0
0, 15.0 65.0 145.0 175.0 210.0 245.0 302.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99265: Benzene, (1,1-dimethyldecyl)- R B e R
119.0 11.40 11.60 11.80 12.00
m/z 41.10 6.07%
5000
44.0 o0
ol 160 i 67.0 \ Ll 1590 1890 2460
m/z--> ﬁo 40 60 85 100 120 140 160 180 200 220 240 260 280 300 1140 11.60 11.80 12.00

8270-BF121417_.M Fri Dec 29 10:57:35 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 17 Benzamide, 3-methyl-N-allyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.73 3.99 ng 237758 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 3-methvIl-N-allvl- 175 C11H13NO 1000339-09-8 59
2 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 59
3 Benzene. (1l.1-dimethvldecvI)- 246 C18H30 027854-40-6 53
4 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 53
5 6-1sobutyl-4-methyl-5,6-dihydro-... 176 C11H16N2 1000185-72-5 42
Abundance Scan 1639 (11.727 min): BF101800.D (-1638) (-) m/z 119.10 100.00%
118.1
5000 57.1
910 il T 1150 1150 o0
b el e 2402 L2000 2452 28831l TR elTR 6T 4T ge
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41886: Benzamide, 3-methyl-N-allyl-
119.0
5000 L DAL AR BURRILN UL
91.0 11140 11.60 11.80 12.00
175.0 m/z 175.10 22 .80%
0 39.0 650 1480
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
119.0
11140 11.60 11.80 12.00
5000 m/z 91.05 15.23%
91.0
57.0
oL 20 147.0 175.0 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99265: Benzene, (1,1-dimethyldecyl)- R a R mamEE L
119.0 11.40 11.60 11.80 12.00
m/z 41.10 13.72%
5000
44.0 o0
ol160 " 69.0 Cl 159.0 1890 2460
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 1140 11.60 11.80 12.00

8270-BF121417_.M Fri Dec 29 10:57:35 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 18 Benzene, (1,l1-dimethylnonyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.77 9.19 ng 547728 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l.l1-dimethvlnonvl)- 232 C17H28 055191-25-8 72
2 3-Methvlbenzoic acid. 2.5-dichlo... 280 C14H10C1202 1000325-71-3 64
3 Benzene. (1l.1-dimethvldecvI)- 246 C18H30 027854-40-6 56
4 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 56
5 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 56
Abundance Scan 1646 (11.769 min): BF101800.D (-1642) (-) m/z 119.10 100.00%
119.1
5000
431 i 11140 11,60 11.80 12.00
Ol 820, |,' b A8LL 2031 2312 2501 2883 nyz 91.10  19.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87790: Benzene, (1,1-dimethylnonyl)-
119.0
5000 R DU SR UL SRR B
11:40 11.60 11.80 12.00
91.0 m/z 120.10 9.86%
o mo4ﬂ)%o . | 147.0 175.0 2%0
m/z--> 20 40 60 85 100 120 140 160 180 200 220 250 260 280
Abundance
119.0
11140 11,60 11.80 12.00
5000 m/z 105.10 9.81%
91.0
o 39,0 65.0 162.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99264: Benzene, (1,1-dimethyldecyl)- L B o R
119.0 11.40 11.60 11.80 12.00
m/z 43.10 8.97%
5000
41.0 91.0
o 150, | 690 | | | 1410 1750 207.0 246.0
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 1140 11.60 11.80 12.00

8270-BF121417_.M Fri Dec 29 10:57:36 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101800.D

Aca On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 20 Cetene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.21 ng 196588 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 93
2 Cvclotetracosane 336 C24H48 000297-03-0 90
3 Cvclohexadecane 224 C16H32 000295-65-8 89
4 1-Octadecanethiol 286 C18H38S 002885-00-9 87
5 Behenic alcohol 326 C22H460 000661-19-8 87
Abundance Scan 1986 (13.768 min): BF101800.D (-1984) (-) m/z 57.10 100.00%
57.1
5000
25.1 226.1 1340 13.60 13.80 14.00
154.1 196.1 33013
oL 273.3 330.1357.2 n/z 83.10 77 03%
m/z--> 50 100 150 200 250 300 350
Abundance #81244: Cetene
43.0
5000 R DU PR B B B
Bmmmmmmm
11.0 m/z 43.10 76.25%
L oo
m/z--> éo 200 2éo 360 3%0
Abundance
43.0 3.0
13.'40 13.|60 13.I80 14.'00 '
5000 m/z 55.10 62.51%
111.0
o 139.0167.0196.0224.0 265.0 308.0336.0
m/z--> éo 160 1éo 260 250 360 3%0
Abundance #81246: Cyclohexadecane L BT o e
53.0 83.0 13.40 13.60 13.80 14.00
m/z 69.10 60.87%
5000
11.0
270
. tLH\LJP%%mm%ﬁ%O
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 351;0 13. 40 13. 60 13 80 14. 00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122817\
Data File : BF101800.D

Acq On : 28 Dec 2017 14:16

Operator : SJ/JU

Sample : 16970-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.00 13.8 ng 584513 1 6.78 846812 20.0
unknown6 .56 6.56 70.2 ng 2971330 1 6.78 846812 20.0
p-Menthane, 2,3-d... 10.75 3.1 ng 185421 4 11.32 1191390 20.0
Benzene, (1,1-dim... 10.82 3.9 ng 232252 4 11.32 1191390 20.0
Benzene, (1,1,4,6... 11.15 3.3 ng 194962 4 11.32 1191390 20.0
Benzene, 1,1°-(1,... 11.37 6.9 ng 412909 4 11.32 1191390 20.0
unknown11.40 11.40 5.4 ng 323863 4 11.32 1191390 20.0
unknownll._44 11.44 2.9 ng 169606 4 11.32 1191390 20.0
unknownll._47 11.47 6.3 ng 375030 4 11.32 1191390 20.0
unknownl1l .55 11.55 6.9 ng 411231 4 11.32 1191390 20.0
Pentadecane, 2-me... 11.60 14.6 ng 869969 4 11.32 1191390 20.0
unknownll.64 11.64 5.4 ng 324126 4 11.32 1191390 20.0
Tridecane, 2-meth... 11.69 10.7 ng 636191 4 11.32 1191390 20.0
Benzamide, 3-meth... 11.73 4.0 ng 237758 4 11.32 1191390 20.0
Benzene, (1,1-dim... 11.77 9.2 ng 547728 4 11.32 1191390 20.0
Cetene 13.77 5.2 ng 196588 5 13.97 754716 20.0
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