LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089173.D

Aca On 21 Jul 2016 11:44

Operator : UM/SJ

Sample : H4112-03

Misc :

ALS Vial : 9 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-BF072016.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 1.724 10 12 60 rvB 1387303 2769318 100.00% 16.172%
2 4.730 273 275 285 rVB 31687 58734 2.12% 0.343%
3 5.187 313 315 336 rBV 946824 1278384 46.16% 7.465%
4 6.262 406 409 416 rBV 978597 1383358 49.95% 8.078%
5 6.364 416 418 437 rVV 968735 1390511 50.21% 8.120%
6 6.593 437 438 449 rVvVv 193188 318919 11.52% 1.862%
7 6.753 449 452 469 rVB 1075700 1068123 38.57% 6.237%
8 7.165 486 488 505 rBV 516305 867824 31.34% 5.068%
9 7.885 548 551 553 rBV 409339 429053 15.49% 2.506%
10 8.959 643 645 648 rBY 1231062 1350818 48.78% 7.888%

11 9.359 678 680 683 rBvV 263625 239768 8.66% 1.400%
12 9.622 701 703 706 rBV 324783 455679 16.45% 2.661%

13 10.171 749 751 755 rVB 35138 36802 1.33% 0.215%
14 10.411 770 772 775 rBV 655001 723746 26.13% 4.226%
15 10.548 781 784 787 rBV 33693 45090 1.63% 0.263%
16 10.994 821 823 828 rVB 35837 46375 1.67% 0.271%
17 11.096 830 832 837 rBv2 358667 696285 25.14% 4._.066%
18 11.176 837 839 841 rVB 89791 85281 3.08% 0.498%
19 11.599 874 876 877 rBV 40318 37976 1.37% 0.222%
20 11.622 877 878 881 rvVv 38571 58389 2.11% 0.341%
21 11.679 881 883 884 rvv 23414 28876 1.04% 0.169%
22 11.714 884 886 891 rvB2 47249 95328 3.44% 0.557%
23 12.148 921 924 925 rBV 23844 28572 1.03% 0.167%
24 12.182 925 927 930 rvv2 17555 40258 1.45% 0.235%

25 12.308 935 938 940 rBV 209090 305466 11.03% 1.784%

26 12.525 954 957 960 rvv2 255230 293100 10.58% 1.712%

27 12.651 965 968 969 rBvV 20621 28841 1.04% 0.168%
28 12.685 969 971 973 rVV 1155848 1135640 41.01% 6.632%
29 12.754 973 977 981 rVB3 18189 37017 1.34% 0.216%
30 12.857 981 986 988 rBV2 51765 73169 2.64% 0.427%
31 12.925 988 992 993 rvv 52768 57575 2.08% 0.336%
32 12.959 993 995 999 rVvB 35836 48309 1.74% 0.282%
33 13.279 1017 1023 1025 rBV3 11948 35622 1.29% 0.208%
34 13.622 1050 1053 1058 rVv2 29756 72742 2.63% 0.425%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089173.D

Aca On 21 Jul 2016 11:44

Operator : UM/SJ

Sample : H4112-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.714 1058 1061 1068 rVB2 348211 631853 22.82% 3.690%

36 14.571 1133 1136 1139 rBV 28219 37804 1.37% 0.221%
37 14.708 1145 1148 1153 rVV 100115 187450 6.77% 1.095%
38 14.800 1153 1156 1157 rVVv2 27762 34239 1.24% 0.200%
39 14.868 1157 1162 1165 rVV3 9498 31593 1.14% 0.184%
40 14.960 1168 1170 1173 rVV 50005 67995 2.46% 0.397%
41 15.005 1173 1174 1177 rVB 68935 98230 3.55% 0.574%
42 15.062 1177 1179 1185 rBV 237043 319370 11.53% 1.865%
43 16.285 1283 1286 1290 rVB2 29352 53763 1.94% 0.314%
44 16.651 1315 1318 1323 rBV 18775 41137 1.49% 0.240%
Sum of corrected areas: 17124382
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089173.D

Aca On 21 Jul 2016 11:44

Operator : UM/SJ

Sample : H4112-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF089173.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089173.D

Aca On 21 Jul 2016 11:44

Operator : UM/SJ

Sample : H4112-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.73 3.68 ng 58734 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 7
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 275 (4.730 min): BF089173.D (-273) (-) m/z 43.05 100.00%
43
59
5000
101 AR RARBE NN AR
| 83 | 440 4.60 4.80 5.00
MRESESMERIMB | H SIS | SN - MESN H— m/z 59.10 65.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL UL
59 440 460 480 500
m/z 101.10 22 .05%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 4.80 500
5000 m/z 58.10 17 .24%
55
21 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L L B L LN |
43 4.40 4.60 4.80 5.00
m/z 41.10 11.14%
5000
58
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089173.D

Aca On 21 Jul 2016 11:44

Operator : UM/SJ

Sample : H4112-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 unknown6.36 Concentration Rank 2

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

6.36 87.20 ng 1390510 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 418 (6.364 min): BF089173.D (-416) (-) m/z 132.00 100.00%
132
5000 68 \
40 54 ‘ 75 % 6.00 6.20 6.40 6.60
62 104 ) . , .
S :!.'.|,....,..5.‘?,....,.'!..,.1.1.5.,....,'...,... m/z 68.10 50.36%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
6.00 6.20 6.40 6.60
a1 70 m/z 66.10 32 .55%
451 60 | 77 g5 | 105 11
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 108 6.00 620 6.40 6.60
5000 m/z 134.00 32.16%
31 g5 ,, 51 8
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132 6.00 6.20 6.40 6.60
m/z 69.10 20.76%
5000
63 81
337 4450 57 | 75 | 8894200 112 ‘
mz> 30 4 50 8 7 8 9 10 110 130 150 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089173.D

Aca On 21 Jul 2016 11:44

Operator : UM/SJ

Sample : H4112-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.71 2.74 ng 95328 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
3 Methvl diselenide 190 C2H6Se2 007101-31-7 45
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 38
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 886 (11.714 min): BF089173.D (-884) (-) m/z 189.05 100.00%
149
5000 /V\/\A
94 ................”
63 82 165 1140 11.60 11.80 12.00
,....,4?...,~....,-'.-..':,....,...?3]9....,'.'...,.|.|.'., m/z 190.10 98.96%
mz--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene R
190
5000 T ---- el
o4 1140 11.60 11.80 12.00
m/z 192.10 46.86%
27 39 50 63 81 | 170122 137 150 163 178 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
189
11.40 11,60 11.80 12.00 |
m/z 191.05 40.10%
5000
94
SRR "?1"' AL SN ,}53,,, T
mz--> 20 40 60 80 100 120 140 160 180 NJV\AN
Abundance #53209: Methy! diselenide e A e
9 190 1140 11.60 11.80 12.00
m/z 94.60 20.67%
175
5000
H“\ H‘ H H“ \‘\H “‘ HM
USRS ""I" T

m/z--> 20 40 60 80 140 16 O 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089173.D

Aca On 21 Jul 2016 11:44

Operator : UM/SJ

Sample : H4112-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.86 2.32 ng 73169 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 96
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 93
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 91
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
Abundance Scan 986 (12.857 min): BF089173.D (-981) (-) m/z 216.10 100.00%
216
5000
107
189 12.60 12.80 13.00 13.20
163
e e s m/z 215.10 83.17%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216
5000 ARARARAA "'l""l"ﬂ'\\'/1

12.60 12.80 13.00 13.20
m/z 213.10 22.80%

107
28 39 50 63 81 94 "' 122 139150 163 176 189200
B e S e e e s o

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

Abundance
216
12.60 12.80 13.00 13.20
5000 95 m/z 217.10 18.59%
108
189
53 63 81 122 150 163174 | 200
A e e B BEmaa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl- L , Ml A RmER S E
216 12.60 12.80 13.00 13.20
m/z 107.60 15.24%
5000
108
95
51 63 8L | | 122 139150 163174 39200
e R B e e B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089173.D

Aca On 21 Jul 2016 11:44

Operator : UM/SJ

Sample : H4112-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 n-Nonadecanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.30 ng 72742 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 87
4 Carbonic acid. tetradecvl 2.2.2-... 388 C17H31CI1303 1000314-56-0 87
5 Behenic alcohol 326 C22H460 000661-19-8 87
Abundance Scan 1053 (13.622 min): BF089173.D (-1050) (-) m/z 83.05 100.00%

5000

H

13.40 13.60 13.80 14.00
m/z 97.10 89.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ’
Abundance #131391: n-Nonadecanol-1
55
4
5000 LA I L L LB L L B
13. 40 13 60 13 80 14. 00
m/z 55.10 88.21%
.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R NI s
41 13.40 13.60 13.80 14.00
5000 111 m/z 57.10 82.10%
26 139154 180 210 238 266 204 MWJA\AAAAAW/\yN,VVﬁuVAA\
mmmmmm‘mwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #182418: Bromoacetic acid, pentadecy! ester R  RREEEEES e
48 83 13.40 13.60 13.80 14.00
m/z 69.10 78.12%
N ‘A/\NJ\J\NWv
2
J ! 6141 105182 208
T R NI s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13 60 13 80 14. 00

8270-BF072016.-M Fri Jul 22 17:12:12 2016

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089173.D

Aca On 21 Jul 2016 11:44

Operator : UM/SJ

Sample : H4112-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 wunknownl4.57 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.37 ng 37804 Perylene-d12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadien-1-one. 2.5-dim... 253 C17H19NO 054245-93-1 47
2 1H-Indene. 1.1°-(1.2-ethanedivli... 254 C20H14 072088-04-1 43
3 1.1°-Binaphthalene 254 C20H14 000604-53-5 38
4 _psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 35
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 27
Abundance Scan 1136 (14.571 min): BF089173.D (-1133) (-) m/z 69.10 100.00%
9 107121 137149 165 189 226239 1420 1440 1460 1480
m/z 253.10 52.40%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104872: 2,5-Cyclohexadien-1-one, 2,5-dimethyl-4-[(2,4,5-1...
238 253
5000 1450 440 160 a0
210224 m/z 81.10 49 .94%
91
"|""|"'?7"t'|" "|}?p'|""|""|"%%ﬁ"t'l""u"'w '
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
253
126 14.20 14.40 14.60 14.80
5000 113 m/z 254.10 33.51%
T T "|"'}?}'"|""|""|""|"' ' ""2??" T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105915: 1,1'-Binaphthalene
252 14.20 14.40 14.60 14.80
m/z 41.10 21.10%
5000
126 239
113
39 51 63 75 87 100 | J 1501631751372002122%‘ ‘L I
m/z--> Jo eb éo 160 120 140 160 180 200 220 240 260 1450 1440 1460 1480
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072116\
Data File : BF089173.D

Acq On 21 Jul 2016 11:44

Operator : UM/SJ

Sample : H4112-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.73 3.7 ng 58734 1 6.60 318919 20.0
unknown6 .36 6.36 87.2 ng 1390510 1 6.60 318919 20.0
4H-Cyclopenta[def... 11.71 2.7 ng 95328 4 11.10 696285 20.0
11H-Benzo[b]fluorene 12.86 2.3 ng 73169 5 13.73 631853 20.0
n-Nonadecanol-1 13.62 2.3 ng 72742 5 13.73 631853 20.0
unknownl14 .57 14 .57 2.4 ng 37804 6 15.06 319370 20.0
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