LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\

Data File : BF094028.D

Aca On : 29 Mar 2017 19:44 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?2?6 - 2440-04 ROLL-OFF-20-41

ALS Vial : 12 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-BF032217.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 4.063 365 370 377 rBV 263769 330334 8.70% 0.856%
2 4.451 431 436 439 rBVY 3236909 3283576 86.47% 8.511%
3 5.516 611 617 620 rBY 2794891 3449854 90.85% 8.942%
4 5.663 636 642 645 rBVY 3308240 3508795 92.41% 9.095%
5 5.916 681 685 689 rVB 1105599 964685 25.41% 2.501%
6 6.098 711 716 719 rBV 2634322 2587578 68.15% 6.707%
7 6.563 789 795 799 rBVY 1859441 2241267 59.03% 5.810%
8 7.422 935 941 944 rBVY 1330022 1354966 35.68% 3.512%
9 8.745 1159 1166 1169 rBvV 3508102 3797144 100.00% 9.842%
10 9.239 1246 1250 1253 rBV 200368 182506 4.81% 0.473%
11 9.563 1297 1305 1309 rBV2 1464593 1560518 41.10% 4 .045%
12 9.598 1309 1311 1315 rVB 97918 79819 2.10% 0.207%
13 9.816 1342 1348 1352 rBV3 44904 60491 1.59% 0.157%
14 10.151 1401 1405 1410 rBvV 105152 95441 2.51% 0.247%
15 10.233 1416 1419 1423 rVB 87744 84384 2.22% 0.219%
16 10.433 1445 1453 1455 rBVvV4 44419 75812 2.00% 0.197%

17 10.533 1464 1470 1474 rBV 2010117 2310554 60.85% 5.989%
18 10.739 1501 1505 1507 rBV 107953 122281 3.22% 0.317%
19 11.139 1570 1573 1583 rVB4 22203 41647 1.10% 0.108%
20 11.292 1595 1599 1602 rBV 58114 53992 1.42% 0.140%

21 11.386 1609 1615 1617 rBV 1460923 1437971 37.87% 3.727%
22 11.410 1617 1619 1623 rVV 431052 390648 10.29% 1.013%
23 11.474 1623 1630 1634 rVB 175484 170720 4_50% 0.443%

24 12.010 1716 1721 1723 rBV 58269 61202 1.61% 0.159%
25 12.039 1723 1726 1731 rVB 82029 84941 2.24% 0.220%
26 12.098 1731 1736 1739 rBV2 38609 43991 1.16% 0.114%
27 12.139 1739 1743 1746 rVV 208192 213357 5.62% 0.553%
28 12.169 1746 1748 1753 rVB 56510 51447 1.35% 0.133%
29 12.380 1780 1784 1789 rBV2 52882 71966 1.90% 0.187%
30 12.686 1833 1836 1840 rBV 44194 60838 1.60% 0.158%

31 12.874 1864 1868 1872 rBV 910997 895007 23.57% 2.320%
32 13.057 1894 1899 1902 rBV2 29408 39988 1.05% 0.104%
33 13.151 1910 1915 1919 rBV 788721 862561 22.72% 2.236%
34 13.368 1945 1952 1955 rBV 2709136 3123021 82.25% 8.095%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\

Data File : BF094028.D

Aca On : 29 Mar 2017 19:44 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?2?;'6 - 2440-04 ROLL-OFF-20-41

ALS Vial : 12 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-BF032217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.439 1960 1964 1967 rVB 41478 54503 1.44% 0.141%
36 13.545 1976 1982 1983 rBvV4 43798 66312 1.75% 0.172%
37 13.563 1983 1985 1990 rVB 105785 115895 3.05% 0.300%
38 13.651 1996 2000 2003 rBV 96501 92593 2.44% 0.240%
39 13.692 2003 2007 2010 rBVZ2 78221 89351 2.35% 0.232%
40 13.804 2022 2026 2029 rBV 47606 43713 1.15% 0.113%
41 13.839 2029 2032 2039 rVV 37775 40802 1.07% 0.106%
42 14.186 2084 2091 2098 rBV5 28195 68698 1.81% 0.178%
43 14.321 2108 2114 2117 rBV4 48200 66644 1.76% 0.173%
44 14.439 2131 2134 2140 rVB2 26945 40029 1.05% 0.104%

45 14.521 2144 2148 2158 rVV3 187998 264385 6.96% 0.685%

46 14.633 2161 2167 2170 rVV2 1182088 1535165 40.43% 3.979%
47 14.662 2170 2172 2175 rVV 248028 257213 6.77% 0.667%

48 14.686 2175 2176 2182 rVB3 63820 67728 1.78% 0.176%
49 14.757 2182 2188 2191 rBV3 61733 81042 2.13% 0.210%
50 15.115 2244 2249 2253 rBV 49497 67693 1.78% 0.175%
51 15.309 2280 2282 2288 rVB6 24516 38027 1.00% 0.099%
52 15.674 2340 2344 2351 rBV7 21553 45407 1.20% 0.118%
53 15.751 2353 2357 2363 rVV3 25024 39042 1.03% 0.101%
54 15.857 2370 2375 2378 rBV 177509 272255 7.17% 0.706%
55 15.962 2390 2393 2398 rVB 38756 39233 1.03% 0.102%

56 16.145 2420 2424 2429 rVB 107620 122194 3.22% 0.317%
57 16.204 2429 2434 2439 rBV 155201 173336 4_56% 0.449%
58 16.268 2439 2445 2449 rBV 725546 898458 23.66% 2.329%

59 16.798 2530 2535 2541 rBV2 41465 60301 1.59% 0.156%

60 17.262 2610 2614 2621 rBV6 21563 42680 1.12% 0.111%

61 17.615 2669 2674 2684 rVB2 57088 117677 3.10% 0.305%

62 18.009 2736 2741 2748 rBV 44438 85664 2.26% 0.222%
Sum of corrected areas: 38579342
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094028.D

Aca On : 29 Mar 2017 19:44

Operator : SJ/MA

Sample : 12440-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance -
3500000 TIC: BF094028.D

4.45 5.66

3000000 552
2500000
2000000
1500000

1000000

500000

4.06

6.10

5.92

6.56

7.42

e e SEUNSENEHSSSESE LSS ———
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50

6.00

6.50

7.00 7.50

Abundance :
3500000 gl7s TIC: BF094028.D

3000000
2500000
2000000 1053
1500000 9.56 11.39

1000000

500000

0! . A Ao Y NN N A ~
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.37

Abundance -

3500000 TIC: BF094028.D
3000000
2500000

2000000

1500000

14.63

1000000
16.27

500000

15.86 146,
15.125.31 18677515985 16.80 1706 17.62 18.01

S B L e e e e e =

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\BF032917\
Data File : BF094028.D

Aca On : 29 Mar 2017 19:44

Operator : SJ/MA

Sample : 12440-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.06 6.85 ng 330334 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 369 (4.057 min): BF094028.D (-365) (-) m/z 42.95 100.00%
43.0
59.1
5000
1011 LB L LA L R
| 83.0 | 3.80 4.00 4.20 4.40
Obrrr el e e m/z 59.10 57.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R RN A A
59.0 380 400 4.20 4.40
0
150 4, 1010 m/z 101.10 19.03%
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
380 400 4.20 4.40
5000 m/z 58.10 15.07%
41.0
29.0 101.0
ol 73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e Emams ma
59.0 3.80 4.00 4.20 4.40
m/z 41.00 9.42%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094028.D

Aca On : 29 Mar 2017 19:44

Operator : SJ/MA

Sample : 12440-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.66 Concentration Rank 1

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

5.66 72.74 ng 3508800 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 641 (5.657 min): BF094028.D (-636) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 |1 g0 *1% 1m0 Sk sko 5k 6k
o TN N .- D £ I | N m/z 68.10 39.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U L R R
5.40 560 5.80 6.00
2.0 510 m/z 134.00 31.95%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 540 5.60 580 6.00
5000 67.0 m/z 66.00 24.60%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole e
132.0 540 560 5.80 6.00
m/z 69.10 16.10%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094028.D

Aca On : 29 Mar 2017 19:44

Operator : SJ/MA

Sample : 12440-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.14 2.97 ng 213357 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 59
3 Methvl diselenide 190 C2H6Se2 007101-31-7 55
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
5 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 45

Abundance Scan 1743 (12.139 min): BF094028.D (-1739) (-) m/z 190.10 100.00%
1
5000
94.6 N, ON LN
163.0 11.80 12.00 12.20 12.40
74.0
ol B 2 1 o el 281 /5718910 97.68%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000 '|""9A"'|""|""|
94.0 11.80 12.00 12.20 12.40
' m/z 191.10 38.20%
0 390 630780 | 1100 1370 1630 ||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
450 146.0
11.80 12.00 12.20 12.40
5000 82.0 m/z 192.05 35.09%
117.0
162.0
65.0 102.0
L L L L L UL UL WL WL WL
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49343: Methy! diselenide P A
93.0 190.0 11.80 12.00 12.20 12.40
m/z 94.60 23.26%
175.0
5000
1600‘ ‘
0|....|....|... H“ IIIIII\‘\H\\H‘ HM ‘..|....
miz-> 20 40 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094028.D

Aca On : 29 Mar 2017 19:44

Operator : SJ/MA

Sample : 12440-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Diethylene glycol dibenzoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.52 3.44 ng 264385 Chrysene-di12 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 53
2 1.2-Benzenedicarboxvlic acid. di... 334 C20H3004 000084-75-3 35
3 2-Methoxvethvlsemithiocarbazide 149 C4H11N30S 006926-54-1 30
4 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 27
5 1-Propanone, 3-hydroxy-1-phenyl- 150 C9H1002 005650-41-9 14
Abundance Scan 2148 (14.521 min): BF094028.D (-2144) (-) m/z 105.00 100.00%
105.0 149.0
5000 770 178.1
43.0
234.1 14.20 14.40 14.60 14.80
o....,....,‘l.ll!l,.!h.ulL bbbt 298 02002 m/z 149.00  87.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124905: Diethylene glycol dibenzoate
105.0 149.0
5000 U AU B UL UM
77.0 14.20 14.40 14.60 14.80
m/z 76.95 39.74%
51.0
3 LA T N Y ISR [ - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149.0
14.20 14.40 14.60 14.80
5000 m/z 178.10 35.81%
43.0
0L15.0 76.0 104.0 176.0203.0 25102789 334.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #22378: 2-Methoxyethylsemithiocarbazide T T T T
32.0 149.0 14.20 14.40 14.60 14.80

m/z 83.10 20.85%

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80

8270-BF032217.M Thu Mar 30 17:52:52 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094028.D

Aca On : 29 Mar 2017 19:44

Operator : SJ/MA

Sample : 12440-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.14 2.72 ng 122194 Perylene-d12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Pervlene 252 C20H12 000198-55-0 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2423 (16.139 min): BF094028.D (-2420) (-) m/z 252.05 100.00%
259.1
5000
125.0
2241 15.80 16.00 16.20 16.40
o 48.9 74.0 100.1 151.0 177.0198.0 283.1 /7 250.10 33 05%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89820: Benzo[e]pyrene
252.0
5000
15.80 16.00 16.20 16.40
126.0 m/z 125.00 22 .83%
ol 410 630 _ 100.0 150.0 174.0 200.0 224.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
15.80 16.00 16.20 16.40
5000 m/z 126.05 19.78%
126.0
0l.20.0 51.0 74.0 100.0 150.0 174.0 200.0 224.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89827: Benz[e]acephenanthrylene
.0 15.80 16.00 16.20 16.40
m/z 253.05 18.52%
5000

26.0 51.0 74.0 100.0 150.0 174.0 200.0 224.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
Data File : BF094028.D

Acq On : 29 Mar 2017 19:44

Operator : SJ/MA

Sample : 12440-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_06 6.8 ng 330334 1 5.92 964685 20.0
unknown5 .66 5.66 72.7 ng 3508800 1 5.92 964685 20.0
4H-Cyclopenta[def... 12.14 3.0 ng 213357 4 11.39 1437970 20.0
Diethylene glycol... 14.52 3.4 ng 264385 5 14.63 1535170 20.0
Benzo[e]pyrene 16.14 2.7 ng 122194 6 16.27 898458 20.0
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