LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 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-BF052316.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 1.633 3 4 29 rVB 2690598 5049289 52.86% 3.647%
2 1.987 31 35 39 rvB 55598 133036 1.39% 0.096%
3 2.753 95 102 108 rBV2 117077 347333 3.64% 0.251%
4 2.924 111 117 127 rVB 93309 293999 3.08% 0.212%
5 3.118 127 134 137 rBvY 164813 419372 4 _.39% 0.303%
6 3.187 137 140 147 rVB 80709 201360 2.11% 0.145%
7 3.324 147 152 158 rBvV2 36112 134615 1.41% 0.097%
8 3.439 158 162 167 rvVB 38030 113636 1.19% 0.082%
9 3.656 174 181 191 rBvV2 486702 1355048 14.19% 0.979%
10 3.816 191 195 201 rvB 96335 242405 2.54% 0.175%

11 4.181 224 227 235 rBV 84266 249186 2.61% 0.180%
12 4._.364 240 243 247 rBV 364407 822202 8.61% 0.594%
13 4.444 247 250 251 rvv 73832 135573 1.42% 0.098%
14 4.490 251 254 258 rvVv 665643 1389545 14.55% 1.004%
15 4._.570 258 261 264 rVB 508669 861831 9.02% 0.622%

16 4.639 264 267 268 rBV 90510 145258 1.52% 0.105%
17 4.673 268 270 278 rVB 350315 917015 9.60% 0.662%
18 4.799 278 281 287 rVB2 114988 302862 3.17% 0.219%
19 4.902 287 290 291 rBV 388630 622863 6.52% 0.450%
20 4.936 291 293 296 rVB 265695 417062 4._.37% 0.301%

21 5.039 301 302 304 rBV 158942 201367 2.11% 0.145%
22 5.084 304 306 308 rBV 483778 784396 8.21% 0.567%
23 5.130 308 310 312 rVB 467246 697116 7.30% 0.504%
24 5.244 315 320 326 rVB2 1075584 2373275 24.84% 1.714%
25 5.347 326 329 330 rBV 247421 403360 4.22% 0.291%

26 5.370 330 331 337 rVB 675431 1213571 12.70% 0.877%
27 5.473 337 340 344 rBV3 349024 843261 8.83% 0.609%
28 5.553 344 347 350 rVvB 750608 1189676 12.45% 0.859%
29 5.622 350 353 361 rvB 1095128 2188420 22.91% 1.581%
30 5.770 362 366 371 rBV 2653671 5196393 54.40% 3.753%

31 5.884 371 376 380 rVvVB3 750225 1757402 18.40% 1.269%
32 5.953 380 382 384 rVB 194279 262630 2.75% 0.190%
33 6.022 384 388 392 rBv2 281253 883302 9.25% 0.638%
34 6.090 392 394 397 rBv3 588492 1272447 13.32% 0.919%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.147 397 399 402 rVB 608694 791654 8.29% 0.572%

36 6.205 402 404 406 rBV2 227634 489519 5.12% 0.354%
37 6.273 406 410 411 rVV3 897143 1957392 20.49% 1.414%
38 6.307 411 413 417 rVV 2083090 4192369 43.89% 3.028%
39 6.387 417 420 423 rVV 1263998 2689703 28.16% 1.943%
40 6.445 423 425 428 rVB2 419612 874137 9.15% 0.631%

41 6.616 436 440 444 rBV2 1268776 2859326 29.93% 2.065%
42 6.696 444 447 448 rBV2 1226470 2475201 25.91% 1.788%
43 6.730 448 450 452 rVvv2 1792700 3368644 35.27% 2.433%
44 6.776 452 454 460 rVv4 1675297 3951578 41.37% 2.854%
45 6.867 460 462 464 rVV 1510344 2592266 27.14% 1.872%

46 6.913 464 466 470 rVB2 875468 1855575 19.43% 1.340%
47 6.982 470 472 475 rVB 829663 1286293 13.47% 0.929%
48 7.027 475 476 477 rBY 603377 805131 8.43% 0.582%
49 7.062 477 479 485 rvv3 730077 2255777 23.61% 1.629%
50 7.142 485 486 489 rVB2 609626 1076064 11.26% 0.777%

51 7.210 489 492 494 rBV 1756319 3223945 33.75% 2.329%
52 7.279 495 498 502 rVB 2747329 5959984 62.39%% 4 _305%
53 7.565 520 523 526 rBV2 2847229 6715024 70.30% 4 _850%
54 7.622 526 528 535 rvv3 1678703 6460619 67.63% 4_.666%
55 7.725 535 537 549 rVB4 1972754 9552344 100.00% 6.899%

56 7.953 555 557 558 rBvV 603938 972261 10.18% 0.702%
57 8.045 562 565 566 rvv3 1062524 2353239 24.64% 1.700%
58 8.102 566 570 574 rvv4 1226113 5301291 55.50% 3.829%
59 8.376 591 594 596 rBV3 1412324 3858499 40.39% 2.787%
60 8.525 604 607 610 rBVv3 1772017 5460637 57.17% 3.944%

61 8.753 625 627 629 rBVY 1076451 2477591 25.94% 1.790%
62 15.623 1226 1228 1230 rBV 1244260 2287206 23.94% 1.652%
63 15.771 1239 1241 1243 rBV 1223486 2212262 23.16% 1.598%
64 16.297 1285 1287 1289 rVB 1428707 1723109 18.04% 1.245%
65 16.400 1292 1296 1298 rBV2 1887782 3675875 38.48% 2.655%

66 16.560 1308 1310 1312 rVB2 604863 650957 6.81% 0.470%
67 16.948 1342 1344 1347 rVB2 896264 1299273 13.60% 0.938%
68 16.994 1347 1348 1352 rVB 923064 1377609 14.42% 0.995%
69 17.063 1352 1354 1356 rBV2 621734 902918 9.45% 0.652%
70 17.108 1356 1358 1361 rVB2 1320337 2255903 23.62% 1.629%

71 17.486 1389 1391 1393 rBV 332621 533309 5.58% 0.385%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 18.457 1474 1476 1480 rVB 457892 682910 7.15% 0.493%
73 20.137 1621 1623 1625 rBV 270906 369774 3.87% 0.267%
74 20.629 1664 1666 1674 rVB2 274169 644485 6.75% 0.465%
75 20.972 1693 1696 1699 rVB 252787 441242 4.62% 0.319%

76 21.406 1732 1734 1737 rVB 70404 118085 1.24% 0.085%

Sum of corrected areas: 138451086
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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:\HPCHEM1I\BNA F\DATA\BF052916\

BF087540.D

30 May 2016 7:24

UM/SsJ

H3303-03

62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Nonane Concentration Rank 17

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

5.77 15.48 ng 5196390 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 83
2 Octane 114 C8H18 000111-65-9 64
3 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 64
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 50
5 Decane, 2-methyl- 156 C11H24 006975-98-0 50

Abundance Scan 366 (5.770 min): BFO87540.D (-362) (-) m/z 43.10 100.00%
B
5000
| I 8|5 540 560 580 6.00 6.20
9 117 128 ; : : : :
O”P”W””P“lL”PlW““ﬂ“WJ”P”W““P”W””P”W””P”W””P” m/z 57.10 80.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12663: Nonane
43
57
5000
29 540 560 5.80 6.00 6.20
85 m/z 41.10 52 .65%
0'W'”'P'LI”'“'“'I“MW'”'N'“IJL"”%ﬁ'“}%?"i?é'“l“'ﬂ'“'v'”l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43
540 560 580 6.00 6.20
5000 m/z 85.10 22 .39%
57
29 5 8
o 15 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #50324: 1-Octanol, 2-butyl- R Ea e e RRRRE R
43 57 540 560 5.80 6.00 6.20
m/z 56.10 19.35%
B M/jLJW
o \‘ ‘\ H ST M1 155 149 154 168
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|O 90 100 11'0 12'0 1:'30 14'10 1%0 1('30 17'0 5'40 5|60 550 600 620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Nonane, 3-methyl- Concentration Rank 20

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

6.31 12.49 ng 4192370 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 87
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
3 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 64
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 56
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53

Abundance Scan 413 (6.307 min): BF087540.D (-411) (-) m/z 57.10 100.00%
57
43
5000 7
e
85 113 6.00 6.20 6.40 6.60
Obrprereprrrrprrriler el el e e e il e A ey || M7z 43.10  62.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19167: Nonane, 3-methyl-
57
71
5000 43 RSN SRS SRR RN
6.00 6.20 6.40 6.60
m/z 71.10 51.72%
85 112
ol 15 ‘\ ‘ 1, °> 08 H 127 142
m/z--> 10 20 30 40 50 eb 75 éo 90 100 110 120 130 140 150 160
Abundance
57
71
a1 6.00 6.20 6.40 6.60
5000 m/z 41.10 45_.51%
29 a5 113
0 15 97 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #73873: Oxalic acid, isobutyl pentyl ester R  EAmma
43 57 6.00 6.20 6.40 6.60
m/z 56.10 30.33%
5000 71
0 ‘ 87 103 115 131 161
m/z--> 10 20 30 4'0 50 6|O 7'0 80 90 100 110 120 130 140 150 160 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Undecane Concentration Rank 14

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

7.28 17.75 ng 5959980 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 83
2 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 64
3 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 64
4 Ether. hexvl pentvl 172 C11H240 032357-83-8 64
5 Decane 142 C10H22 000124-18-5 64

Abundance Scan 498 (7.279 min): BF087540.D (-495) (-) m/z 57.10 100.00%
43 57
5000
o \ﬁ\\xﬂ*ﬂ/\“\jj\xvv
T 700 7.20 7.40 7.60
99 : : : :
o...,....,....',!.-..,..-.|:,....I....,..'|..,...:-,....,1.1.?.,....,....1,‘.‘.2..,....,... m/z 43.10 96.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28422: Undecane
43 57
5000 U IR I IR I
71 7.00 7.20 7.40 7.60
29 85 m/z 41.10 46 .98%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 57
71 700 7.20 7.40 7.60
5000 85 m/z 71.10 32.46%
29 99 141
ol 112 125 155
mmmwmwmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38340: Decane, 2,9—dimethy|— LA L L L L
8 7.00 7.20 7.40 7.60
m/z 85.10 21.63%
- i w
85
29
0 I ‘ o ‘ 9 113 1Z 155
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Nonane, 2,6-dimethyl- Concentration Rank 9

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

7.56 20.00 ng 6715020 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 93
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 58
3 Decane. 4-methvl- 156 C11H24 002847-72-5 53
4 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 53
5 Oxalic acid, 6-ethyloct-3-yl hex... 314 C18H3404 1000309-34-4 50

Abundance Scan 523 (7.565 min): BF087540.D (-520) (-) m/z 43.10 100.00%
43
o
5000
120 720 740 7.60 7.80
Obrprrrrprrrr et e 130142 156 m/z 71.10 83.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28437: Nonane, 2,6-dimethyl-
8 ,
5000 L L UL IR I
7.20 7.40 7.60 7.80
m/z 57.10 76.82%
29 ‘ 85 113
Ohrprrrrpres et el ey et a2l o 4L 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
L L UL I I
43 71 7.20 7.40 7.60 7.80
5000 m/z 41.10 50.23%
29 113
| s 85 o 127 142 ,x“v//\V\v\fﬁ/\f\JN\\L\Vfo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28433: Decane, 4-methyl- R EEEmm R B
43 7.20 7.40 7.60 7.80
. & m/z 70.10 30.67%
112
o Lol % e | 126 141 156
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.62 Concentration Rank 13

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

7.62 19.24 ng 6460620 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 25
2 4-Methvl-1.3-pentadiene 82 C6H10 000926-56-7 18
3 (2).(2)-2.4-Hexadiene 82 C6H10 006108-61-8 18
4 3-Hexvne 82 C6H10 000928-49-4 18
5 1,6-Octadiene, 2,6-dimethyl-, (Z2)- 138 C10H18 006874-34-6 18

Abundance Scan 528 (7.622 min): BFO87540.D (-526) (-) m/z 41.10 100.00%
4 55 71 119
82
5000 109
91 134 e
7.20 7.40 7.60 7.80 8.00
oberrrrerrerrererebberdl 63 101 142 156 m/z 119.10  98.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
7.20 7.40 7.60 7.80 8.00
o1 134 m/z 43.10 94.98%
5 27 Mos 6 T a3
mz-> 10 20 % 40 50 65 70 80 80 160 110 120 130 140 10 160
Abundance
67
720 7.40 7.60 7.80 8.00
5000 4 82 m/z 55.10 94.88%

27 54
15

4 g

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #1226: (2),(2)-2,4-Hexadiene L mam s B R

67 7.20 7.40 7.60 7.80 8.00
m/z 71.10 88.22%

82
5000 41

o.wuupuquupuqhu.ﬁh”mu”wuupuwuupuq”“P”wuupn R S o o S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Cyclohexane, (2-methylpropyl)- Concentration Rank 6

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

7.72 28.45 ng 9552340 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 64
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 58
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 53
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 53
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53

Abundance Scan 537 (7.725 min): BF087540.D (-535) (-) m/z 55.10 100.00%
5] 83
5000 150
69 rryrrrryrrrryrTrTT T TTTT
115 T T T T
140 7.40 7.60 7.80 8.00
99 125
o..,....,....,....|;!|...,!'! ‘.,...”,'....‘ M, ....,..197,..|.'.,....,....l....,..-..,.. m/z 83.10 99.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18027: Cyclohexane, (2-methylpropyl)-
55 83
5000 41 UL IR U
740 7.60 7.80 8.00
69 m/z 41.10 61.57%
140
0”I””P'MP”jJ”WJHW”JL””IJ”P'AP”'P”'ﬁaéP”'L”W'”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
83
55 740 7.60 7.80 8.00
5000 m/z 82.10 58.69%
41
29 67 140
ol 15 97 11
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11539: Cyclohexane, propyl- e e e ma
83 7.40 7.60 7.80 8.00
m/z 57.10 39.44%
55
5000
41
67 126
0'W}?P'MP“JN”W””W”Li””v“'vgn”'ﬂ””l””v'“P”W'”W“ AU IR U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Decane, 1,1"-oxybis- Concentration Rank 15

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

8.10 15.79 ng 5301290 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 53
2 Tetradecane. 1-iodo- 324 C14H291 019218-94-1 52
3 3-Methvl-4-nonanone 156 C10H200 035778-39-3 47
4 Octane. 3.4.5.6-tetramethvl- 170 C12H26 062185-21-1 47
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 47

Abundance Scan 570 (8.102 min): BF087540.D (-566) (-) m/z 43.10 100.00%
43
71
5000
RS R U R U
| | | ]] 153 7.80 8.00 8.20 8.40
Obrrrrprrer it b ,....'....,....,....,.... S — m/z 57.10 87.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143259: Decane, 1,1-oxybis-
57
41
85
5000 RN RN RS AR R
7.80 8.00 8.20 8.40
140 m/z 71.10 61.35%
ol 15 L \M ‘ 155171186 213 241256 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
a1 780 800 820 840
5000 m/z 41.10 55.93%
i W
ob 26 113105 195 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28259: 3-Methyl-4-nonanone R mE e ARA RS R
3 7.80 8.00 8.20 8.40
B m/z 85.10 27.97%
5000
2
156
ol 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 780 8.00 8.0 8.40

8270-BF052316.M Tue May 31 19:28:22 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Tridecane Concentration Rank 1

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

8.52 44_08 ng 5460640 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Hexadecane 226 C16H34 000544-76-3 83
3 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 72
4 Decane. 2-methvl- 156 C11H24 006975-98-0 72
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 64

Abundance Scan 607 (8.525 min): BFO87540.D (-604) (-) m/z 57.10 100.00%
43 57
. } A/KJA\\\\hw-dr/M/\\/*““\_A\V\
85 N
8.20 8.40 8.60 8.80
99
o...,....',':..',.."..,'!|...,..1.1?,.1.:?1.,1.4??“??.... e | M/z 43.10  87.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 37
71
5000 SERAEBE NSRS NS RN
85 8.20 8.40 8.60 8.80
29 m/z 41.10 45 .91%
RIECIE N RC-ET SV R
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 ¥
8.|20 8.|40 8.|60 8.|80 '
5000 71 m/z 71.10 42 .16%
85
29
o 99 113 127 141 155 169 183 197 226 ﬂ/k/\\\\bwfd//V/\\/L/JA_A\\\
m/z--> ﬁo Jo éo 8b 160 120 150 160 180 200 250
Abundance #38340: Decane, 2,9-dimethyl- A BEmma BT R
8 8.20 8.40 8.60 8.80
m/z 85.10 23.72%
5000 71 ﬁ/kj\\\\th//dA\VNA/KJ\\\
85
29
o T ‘ 99 113 127 155
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 850 840 860 8%0

8270-BF052316.M Tue May 31 19:28:23 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 trans-Decalin, 2-methyl- Concentration Rank 10

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

8.75 20.00 ng 2477590 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 91
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 83
3 Puledone 152 C10H160 000089-82-7 55
4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 49
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 000529-00-0 41

Abundance Scan 627 (8.753 min): BFO87540.D (-625) (-) m/z 119.10 100.00%
119
81
67 o
5000 134 152
41 o
Cul h | 1o s | 166 ‘840 860 880 9.00
0 oMl B bl 11343 166 1 Tz 81,10  73.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25429: trans-Decalin, 2-methyl-
81
67
41 55 95 152
5000 L S R IR R B
137 8.40 8.60 8.80 9.00
29 109 m/z 67.10 57 .44%
|| N
ol— ....“...Hl‘ IHI‘\II\H;I\MI‘ L .... ...‘. ——
I I I [ | | I | 1
m/z--> 20 40 60 80 100 120 140 160
Abundance
41 81 152
& 95 UM R S R
55 8.40 8.60 8.80 9.00
5000 27 137 m/z 95.10 47.84%
109
123
L L L UL L WL L S
m/z--> 20 40 60 80 100 120 140 160
Abundance #25065: Pulegone R e A B
7 81 8.40 8.60 8.80 9.00
m/z 134.20 44 .99Y%
41
5000 . 109
53
‘ ‘ 95 137 152
o5 L .‘l“. Al ,‘.‘H‘. Y R S N S B PNV S e
m/z--> 20 40 60 80 100 120 140 160 840 8.60 8.80 9.00

8270-BF052316.M Tue May 31 19:28:24 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Anthracene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.62 20.00 ng 2287210 Phenanthrene-d10 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 89
4 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 81
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 81

Abundance Scan 1228 (15.623 min): BF087540.D (-1226) (-) m/z 192.15 100.00%

2

5000
43 63 83 208 15.40 15.60 15.80 16.00
| 113 226 247262 287 m/z 191.15 59_56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54734: Anthracene, 2-methyl-
5000 LA L B L LB L B
15.40 15.60 15.80 16.00
m/z 189.10 32.11%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
R R REEE R RS
15.40 15.60 15.80 16.00
5000 m/z 193.20 18.44%

04 165
39 63 77 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54746: Phenanthrene, 1-methyl- A EAama B e
192 15.40 15.60 15.80 16.00

m/z 190.15 16.29%

5000

165

o 39 63 g2 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

T T I
15.40 15.60 15.80 16.00

8270-BF052316.M Tue May 31 19:28:25 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.77 19.34 ng 2212260 Phenanthrene-d10 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 92
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 92
3 la.9b-Dihvdro-1H-cvclopropalalan... 192 C15H12 006109-24-6 90
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 64
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 64

Abundance Scan 1241 (15.771 min): BF087540.D (-1239) (-) m/z 192.15 100.00%

2

5000

15.40 15.60 15.80 16.00

247262277292

0 m/z 191.15 61.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54763: 1H-Cyclopropa][l]phenanthrene, 1a,9b-dihydro-
192
5000 ANABALABRARARSUUAR S
15.40 15.60 15. 80 16.00
165 m/z 193.20 52.62%

63 81 % 115 139

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
192
L DR DRI DR PN
15.40 15.60 15.80 16.00
5000 m/z 189.10 28.67%

96 165
o 63 81 115 139

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

Abundance #54760: 1a,9b-Dihydro-1H-cyclopropa[a]anthracene L B e B
192 15.40 15.60 15.80 16.00

m/z 208.20 25.35%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15. 60 15. 80 16. 00

8270-BF052316.M Tue May 31 19:28:26 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Phenanthrene, 3,6-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
16.30 15.07 ng 1723110 Phenanthrene-d10 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 96
2 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 94
3 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 93
4 Phenanthrene. 2.7-dimethyl- 206 C16H14 001576-69-8 93
5 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 81

Abundance Scan 1287 (16.297 min): BF087540.D (-1285) (-) m/z 206.20 100.00%
6
5000
16.00 16.20 16.40 16.60
0 288305 m/z 191.10 35.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206
5000 USRI SRR
189 mmmmmmmm
102 m/z 189.10 31.06%
ol 27 51 7f [ t22189 185 L
m/z--> 25 45 éo 80 100 120 150 160 180 200 250 240 2éo 2éo 360
Abundance
206
16.00 16,20 16.40 16.60
5000 m/z 205.20 29.08%
189
o 39 76 102 1950139 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66261: Phenanthrene, 1,7-dimethyl- T
206 16.00 16.20 16.40 16.60
m/z 190.10 15.57%
5000
102 189
0 27 51 7\6 Lol 122139 165 M\ h‘
m/z--> 2'0 4'0 6|0 8|0 100 120 14'10 160 180 200 22'0 240 2('30 25';0 3(')0 ' 16. 00 16 20 16. 40 16 60

8270-BF052316.M Tue May 31 19:28:27 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 9,10-Dimethylanthracene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.40 32.14 ng 3675880 Phenanthrene-d10 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 91
2 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 91
3 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 90
4 Phenanthrene. 4.5-dimethvl- 206 C16H14 003674-69-9 87
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 87
Abundance Scan 1296 (16.400 min): BF087540.D (-1292) (-) m/z 206.20 100.00%
206
5000 101
1 229 16.00 16.20 16.40 16.60 16.80
o 113128 150 239 261276 304 m/z 191.10 50_11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66248: 9,10-Dimethylanthracene
206
5000 AU AR SRR B
191 16.00 16.20 16.40 16.60 16.80
89 m/z 189.10 27 .29%
o 39 63 111127 150165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
16.00 16.20 16.40 16.60 16.80
5000 191 m/z 205.20 24.81%
101
oL27 51 6 127 15010
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66261: Phenanthrene, 1,7-dimethyl- e BRE B aE s pa
206 16.00 16.20 16.40 16.60 16.80
m/z 207.20 22 .58%
5000
191
oL27 51 18 1% 156 150165 M Jw
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60 16.80

8270-BF052316.M Tue May 31 19:28:28 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 3

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

16.95 38.05 ng 1299270 Chrysene-di12 18.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 93

2 1-(4-Methviphenvl)-4-phenvlbuta-... 220 C17H16 037985-11-8 81

3 Phenmethvlcvnide. .alpha...alpha... 220 C11H12N203 1000128-94-6 53

4 1-(Hvdroxv-phenvl-methvl)-2-meth... 408 C27H3603 108546-86-7 53

5 Pyrrolo[1,2-a]Jthieno[2,3-d]pyrim... 220 C11H12N20S 056929-61-4 50
Abundance Scan 1344 (16.948 min): BF087540.D (-1342) (-) m/z 220.20 100.00%

»0
5000 205

16.60 16.80 17.00 17.20

ol 126 150165 240 264 284 306 m/z 205.10 49 .79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #77700: Phenanthrene, 2,3,5-trimethyl-
220
205
5000 LA LI L L L L B LB B B
16.60 16.80 17.00 17.20
101 189 m/z 189.10 21.20%
ol 129 150165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
220
205 e R R AR
16.60 16.80 17.00 17.20
5000 m/z 221.20 18.17%
105 128
77
o 39 143 163178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76952: Phenmethylcynide, .alpha.,.alpha.-dimethyl-2-metho... e REREE
220 16.60 16.80 17.00 17.20
205 m/z 219.20 16.76%

5000

159
17

o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.60 16.80 17.00 17.20

8270-BF052316.M Tue May 31 19:28:29 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Pyrene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.49 15.62 ng 533309 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 83
2 Allopreanane-3.alpha..20.alpha.-... 320 C21H3602 000566-58-5 46
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 46
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 42
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 41
Abundance Scan 1391 (17.486 min): BF087540.D (-1389) (-) m/z 216.10 100.00%
6
17.20 17.40 17.60 17.80
o 2 20302 332 | Tnsz 215.10  68.23%
m/z--> 50 100 150 200 250 300
Abundance #74415: Pyrene, 1-methyl-
5000 LI B UL B SURR
17.20 17.40 17.60 17.80
m/z 219.20 51.35%
108 189
0 463 87 | 134 163 |
m/z--> 50 100 150 200 250 300 '
Abundance
216
9% R AR IR BN B
67 234 17.20 17.40 17.60 17.80
5000 45 1 162 m/z 218.20 40.93%
145
302
187 269
o 27 251 319
m/z--> 50 100 150 200 250 300 '
Abundance #74413: Pyrene, 2-methyl- Al Emma s mee s
216 17.20 17.40 17.60 17.80
m/z 234.20 38.05%
5000 95
189
0 53 74 J‘lzz 163 |
m/z--> 50 100 150 200 250 300 ' 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 19 unknown20.63 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.63 34.86 ng 644485 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17.alfa..21.beta.-28.30-Bisnorho... 384 C28H48 1000360-26-1 43
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 35
3 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 35
4 Phenanthrene. 9-dodecvltetradeca... 360 C26H48 055334-01-5 35
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 32
Abundance Scan 1666 (20.629 min): BF087540.D (-1664) (-) m/z 191.20 100.00%
191
o 95
5000
M 123
T e 040 20160 5050 2100
383 . . .
o! L2107 200269 920 30+ m/z 95.10 54.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204839: 17.alfa.,21.beta.-28,30-Bisnorhopane
191
69 95 123 163
5000 AR N U A
20.40 20.60 20.80 21.00
l& ‘ - - m/z 81.10 52.12%
o 8 e aossas SO
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 191
41 AN N A
&7 20.40 20.60 20.80 21.00
5000 m/z 177.20 47 .18%
135 274
I O A~ ] E N —
m/z--> 50 100 150 200 250 300 350 400
Abundance #100931: Anthracene, 9-butyltetradecahydro- R B A s
95 191 20.40 20.60 20.80 21.00
41 m/z 69.10 44 _37%
o J\/\A/\‘/\//\/W/\\
5000
l 248
} 135
oL Wbl aos | jues| | 200 | e
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087540.D

Aca On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown20.97 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.97 23.87 ng 441242 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
2 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 42
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 38
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 38
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 38
Abundance Scan 1696 (20.972 min): BF087540.D (-1693) (-) m/z 191.20 100.00%
191
95
123
4t 163 RN BN SR I
218 369 397 20.60 20.80 21.00 21.20
o | 218205270 307 4339 . | "m/z 95.10 52.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
50001 28 U A B AR B
20. 60 20 80 21.00 21.20
o5 135 163 m/z 81.10 49 .32%
i
Ouuul‘ \“\h“‘llwl ‘................|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
20,60 20.80 21.00 21.20
5000 m/z 69.10 39.72%
109 | oc
398
163 217 260 308 355
O e
m/z--> éo 160 1éo 200 250 300 350 460
Abundance #122980: Anthracene, 9-cyclohexyltetradecahydro- R R RS
95 191 20.60 20.80 21.00 21.20
41 m/z 55.10 32.31%
5000
h 135 274
ol .‘.‘,J%.J.L. Wiss | wer, | oi72e3 | I
m/z--> 50 100 150 200 250 300 350 400 20. 60 20 80 21. oo 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087540.D

Acq On : 30 May 2016 7:24

Operator : UM/SJ

Sample - H3303-03

Misc :

ALS Vial : 62 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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]
Nonane 5.77 15.5 ng 5196390 1 7.50 6715020 20.0
Nonane, 3-methyl- 6.31 12.5 ng 4192370 1 7.50 6715020 20.0
Undecane 7.28 17.8 ng 5959980 1 7.50 6715020 20.0
Nonane, 2,6-dimet... 7.56 20.0 ng 6715020 1 7.50 6715020 20.0
unknown? .62 7.62 19.2 ng 6460620 1 7.50 6715020 20.0
Cyclohexane, (2-m... 7.72 28.4 ng 9552340 1 7.50 6715020 20.0
Decane, 1,1"-oxybis- 8.10 15.8 ng 5301290 1 7.50 6715020 20.0
Tridecane 8.52 44_.1 ng 5460640 2 9.54 2477590 20.0
trans-Decalin, 2-_.. 8.75 20.0 ng 2477590 2 9.54 2477590 20.0
Anthracene, 2-met... 15.62 20.0 ng 2287210 4 14.86 2287210 20.0
1H-Cyclopropa[l]p--. 15.77 19.3 ng 2212260 4 14.86 2287210 20.0
Phenanthrene, 3,6... 16.30 15.1 ng 1723110 4 14.86 2287210 20.0
9,10-Dimethylanth... 16.40 32.1 ng 3675880 4 14.86 2287210 20.0
Phenanthrene, 2,3... 16.95 38.0 ng 1299270 5 18.46 682910 20.0
Pyrene, l-methyl- 17 .49 15.6 ng 533309 5 18.46 682910 20.0
unknown20.63 20.63 34.9 ng 644485 6 20.14 369774 20.0

6

unknown20.97 20.97 23.9 ng 441242 20.14 369774 20.0
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