LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 height area % max. total
1 1.724 10 12 60 rvB 4463510 12102608 100.00% 14.638%
2 2.707 96 98 118 rBV2 52328 215562 1.78% 0.261%
3 4.730 272 275 289 rVB 759334 1423800 11.76% 1.722%
4 5.187 311 315 317 rBV 3674004 5520710 45.62% 6.677%
5 6.250 405 408 411 rBvV 3707214 5253237 43.41% 6.354%
6 6.296 411 412 415 rVV 138698 154433 1.28% 0.187%
7 6.364 415 418 421 rVV 4160859 5224597 43.17% 6.319%
8 6.593 436 438 444 rBV 758422 1090371 9.01% 1.319%
9 6.685 444 446 448 rVB 274953 244168 2.02% 0.295%
10 6.753 449 452 455 rBV 3719825 3865318 31.94% 4.675%

11 7.176 485 489 490 rBV 2319790 3523886 29.12% 4.262%
12 7.199 490 491 497 rVWV 226763 408385 3.37% 0.494%
13 7.645 527 530 539 rvB2 55171 133840 1.11% 0.162%
14 7.885 549 551 557 rBV 1555608 1526251 12.61% 1.846%
15 8.468 600 602 604 rBV 1934773 1656102 13.68% 2.003%

16 8.970 643 646 648 rBY 5110028 5982388 49.43% 7.236%
17 9.028 648 651 652 rvv 391681 425496 3.52% 0.515%
18 9.073 652 655 657 rvB 959005 935442 7.73% 1.131%
19 9.371 678 681 683 rBV 2622657 2826512 23.35% 3.419%
20 9.565 695 698 702 rBv2 891594 1280011 10.58% 1.548%

21 9.633 702 704 706 rBV 1738709 1705948 14.10% 2.063%
22 10.045 737 740 742 rBV2 206670 319000 2.64% 0.386%
23 10.079 742 743 745 rVV 558190 469161 3.88% 0.567%
24 10.411 769 772 775 rBvV2 2501350 3553825 29.36% 4.298%
25 10.559 781 785 786 rBv2 125897 258605 2.14% 0.313%

26 10.605 786 789 791 rVB2 408141 539751 4._46% 0.653%
27 10.651 791 793 796 rVB 440101 507923 4._.20% 0.614%
28 10.994 821 823 825 rBv2 121163 162060 1.34% 0.196%
29 11.096 830 832 837 rBv2 1221827 2448093 20.23% 2.961%
30 11.176 837 839 844 rVB 191505 303114 2.50% 0.367%

31 11.336 851 853 858 rvB 83007 166338 1.37% 0.201%
32 11.428 858 861 863 rBv2 108721 188708 1.56% 0.228%
33 11.656 877 881 884 rvv5 125860 326775 2.70% 0.395%
34 11.702 884 885 891 rvB2 128333 248473 2.05% 0.301%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.919 899 904 908 rBvV2 87608 213245 1.76% 0.258%

36 12.182 925 927 928 rvv2 71003 125942 1.04% 0.152%
37 12.217 928 930 935 rVvB3 98677 177049 1.46% 0.214%
38 12.297 935 937 940 rBV 1372120 1661486 13.73% 2.010%
39 12.434 947 949 954 rvv2 96680 199765 1.65% 0.242%
40 12.525 954 957 959 rVvV 1405482 1558383 12.88% 1.885%

41 12.582 960 962 966 rvv2 145108 223984 1.85% 0.271%
42 12.685 968 971 974 rVV 4181223 4408569 36.43% 5.332%
43 12.857 982 986 987 rvv2 102914 168266 1.39% 0.204%
44 12.959 993 995 999 rvB2 68828 130721 1.08% 0.158%
45 13.279 1017 1023 1024 rBV5 62293 146835 1.21% 0.178%

46 13.462 1037 1039 1040 rBV 123930 153445 1.27% 0.186%
47 13.497 1040 1042 1046 rVvV3 126635 269013 2.22% 0.325%
48 13.588 1049 1050 1053 rVB 322165 345676 2.86% 0.418%
49 13.714 1058 1061 1067 rVB2 1542476 2876950 23.77% 3.480%
50 13.817 1068 1070 1076 rVB4 100822 155633 1.29% 0.188%

51 14.217 1104 1105 1111 rVB4 106109 196821 1.63% 0.238%
52 14.697 1145 1147 1152 rBV 678012 1256736 10.38% 1.520%
53 14.788 1153 1155 1157 rBV2 85584 122747 1.01% 0.148%
54 14.948 1167 1169 1172 rBV 335196 410570 3.39% 0.497%
55 15.005 1172 1174 1176 rVV 381621 539667 4._.46% 0.653%

56 15.051 1176 1178 1188 rVB2 771234 1397434 11.55% 1.690%
57 15.520 1217 1219 1223 rVB2 84220 137481 1.14% 0.166%
58 16.263 1281 1284 1288 rBV2 179175 342249 2.83% 0.414%
59 16.457 1299 1301 1312 rVB3 53380 162281 1.34% 0.196%
60 16.617 1312 1315 1324 rVB 127524 307615 2.54% 0.372%

Sum of corrected areas: 82679454
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF090027.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 2 unknown2.71 Concentration Rank 14

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

2.71 3.95 ng 215562 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
2 Propylene Glycol 76 C3H802 000057-55-6 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Formamide 45 CH3NO 000075-12-7 7
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 4

Abundance Scan 98 (2.707 min): BF090027.D (-96) (-) m/z 45.10 100.00%
45
5000 r\\\\\~K,_____
rrrTrrTTTTT T T T T T T T T
394 57 61 g6 240 2.60 2.80 3.00
.““W”q”“w”““wuqnupﬂ:mq“”“nqhquupuq””w“““quq m/z 43.05 17.27%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol NR‘[\\N\/W
45
5000 AR SRR SRS SRR
240 2.60 2.80 3.00
m/z 44.00 4 _.55%
1519 273Y 3042 535761 75
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45
240 2.60 280 3.00
5000 m/z 61.00 4.50%
27 31
1518 3841 53 57 61 76
L LA KA ERRA AL KA REAAN RALRD RALAN ARRN MRS ALY RAREARARA ALY RARK) RAAANLARRA ALY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #294: Isopropyl Alcohol L L L L N BN
45 240 2.60 2.80 3.00
m/z 42.10 3.77%
5000
27
1519 31 41
'P“W“d“h““viﬁ“'E%“”““W“Pﬁ%“ﬂmﬂ““W“P“W“W“W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.73 26.12 ng 1423800 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 275 (4.730 min): BF090027.D (-272) (-) m/z 43.10 100.00%
a3
5000 59 /&
| s & s 1‘|’1 4.40 460 480 500
A R R R AR RRARS NSRS RARLA RARSN SRS LA RALAS SARAIARRE m/z 59.10 51.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 h
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 16.00%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 41 m/z 58.10 14 _75%
31
69 o
15 51 98
wﬁmﬁmmmmmw
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
59 440 4.60 4.80 5.00
m/z 41.10 8.67%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 4 unknown6.36 Concentration Rank 2

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

6.36 95.83 ng 5224600 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 418 (6.364 min): BF090027.D (-415) (-) m/z 132.10 100.00%
5000 68
0 o | % 6.00 620 640 660
SN T ,:-|.':75,‘....|,’".°.6.1.1?.. | m/Z 68.10  42.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S S A U
6.00 6.20 6.40 6.60
m/z 134.10 32.62%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.0 640 660
5000 m/z 66.10 26.92%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.10%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 5 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 11

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

6.68 4_.48 ng 244168 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
2 p-Cymene 134 C10H14 000099-87-6 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91

Abundance Scan 446 (6.685 min): BF090027.D (-444) (- m/z 119.10 100.00%
119
5000
91 134 Y & W
4l 5y 57 65 77 ¢ 103 | 6.40 6.60 6.80 7.00
w.”.“.”T“.wn”hpdn,”Jq.ﬂ.ﬁm.“n”,”hd.”.“s”,“ m/z 134.10 25.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14909: Benzene, 1-methyl-3-(1-methylethy!)-
119

5000

6.40 6.60 6.80 7.00
m/z 91.10 23.62%

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

119

6.40 6.60 6.80 7.00
5000 m/z 117.05 13.52%

g1 134
27 g4 4 5158 65 77 103 127

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: o-Cymene

6.40 6.60 6.80 7.00
m/z 120.05 9.45%

5000

L o e e  EEEE mmn
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF083116.M Mon Sep 12 07:24:44 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 7 Phenol, p-tert-butyl- Concentration Rank 5

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

8.47 21.70 ng 1656100 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 94
3 Hexestrol 270 C18H2202 000084-16-2 72
4 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 52
5 Thymol 150 C10H140 000089-83-8 50

Abundance Scan 602 (8.468 min): BF090027.D (-600) (-) m/z 135.10 100.00%
135
5000 107
150 RN U L L R
J] 121 | 8.20 8.40 8.60 8.80
...,....',..-..,....,..'..,...., il e ey .| M7z 107.05 0 39.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23712: Phenol, p-tert-butyl-
135
/[
5000 RN S L R AL
107 8.20 8.40 8.60 8.80
M 150 m/z 150.10 18.16%
77
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
820 840 8.60 880
5000 m/z 41.10 14.76%
107 150
41
27 55 791 g5
wmﬁrﬁwm‘mﬁrwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119446: Hexestrol LA L L L B L LB
135 8.20 8.40 8.60 8.80
107 m/z 95.10 14.72%
5000
77
5 %1 121 M 151165 181 199212 240 270
m/z--> 20 40 6|O 80 1(')0 12'0 140 160 180 200 220 240 260 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 8 unknown9.03 Concentration Rank 10

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

9.03 4.99 ng 425496 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(4-Methoxymethyl-2,6-dimethylp... 194 C12H1802 1000202-02-5 42
2 4-Acetyl-7-hydroxybenzo-2,1,3-th... 194 C8H6N202S 120893-38-1 32
3 9H-Fluorene, 1,9-dimethyl- 194 C15H14 017057-98-6 32
4 Benzene, 2-(1,1-dimethylethyl)-1... 194 C12H1802 021112-37-8 30
5 (2-Hydroxy-3,5-dimethylbenzoyl)f... 194 C10H1004 1000241-63-8 25

Abundance Scan 651 (9.028 min): BF090027.D (-648) (-) m/z 45.10 100.00%
45
149 179
5000
194
91 121 8.60 8.80 9.00 9.20 9.40
77 109
22 O L Tm/z 149.10 56.86%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #56232: 1-(4-Methoxymethy!l-2,6-dimethylphenyl)ethanol
179
45
5000
119 194 8.60 8.80 9.00 9.20 9.40
91 105 149 161 m/z 179.20 54 _.96Y%
77
— I" ; |5|5|§5| ; .Ml‘. .‘. — ‘ﬁ“. 'M" HANN I M — I‘H' — "l — —
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
179
8.60 8.80 9.00 9.20 9.40
5000 m/z 194.20 24 .43%
194
118
64
52 76 9% 106 137 b 165
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #56534: 9H-Fluorene, l,9—dimethy|— LS LN L N L N L
179 8.60 8.80 9.00 9.20 9.40
m/z 91.10 10.55%
5000 194
89
5163 '° | a5 139 12 165 |
Trrrrryrrrrrrrprrrr|rrrryrr T T T T T T —rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—q—v—v—r
m/z--> 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 9 Phenol, 4-(1,1-dimethylprop... Concentration Rank 7

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

9.07 10.97 ng 935442 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Hexestrol 270 C18H2202 000084-16-2 72
3 1-Propanone, 1-(4-methoxyphenyl)- 164 C10H1202 000121-97-1 64
4 Thymol 150 C10H140 000089-83-8 59
5 Ethanone, 2-ethoxy-1,2-diphenyl- 240 C16H1602 000574-09-4 56

Abundance Scan 655 (9.073 min): BF090027.D (-652) (-) m/z 135.10 100.00%
135
5000
107
IR LRSS SRS SRR R
41 55 77 91 149164 8.80 9.00 9.20 9.40
Obrrr et e b e by || M7z 107.10  34.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107
8.80 9.00 9.20 9.40
164 m/z 136.10 9.57%
274185 MO | a3 | 149
mz-> 2 4 60 80 100 130 140 160 180 200 230 240 260
Abundance
135
8.80 9.00 9.20 9.40
5000 107 m/z 95.10 8.70%

27 41 55 77 91 121 | 151165181 197212 239 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance #33393: 1-Propanone, 1-(4-methoxyphenyl)-
135 8.80 9.00 9.20 9.40
m/z 164.15 8.50%
5000
77
92 107 164
15 29 50 63 ‘ | 121 | 1497
T T T T [ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40

8270-BF083116.M Mon Sep 12 07:24:47 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 10 Ethanone, 1-(2,4,6-trimethy... Concentration Rank 6

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

9.56 15.01 ng 1280010 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1-(2,4,6-trimethylphen... 162 C11H140 001667-01-2 81
2 Ethanone, 1-(2,3,4-trimethylphen._.. 162 C11H140 001467-36-3 81
3 Benzene, 1,3-bis(l-methylethyl)- 162 C12H18 000099-62-7 81
4 2,3,6-Trimethylacetophenone 162 C11H140 1000342-30-1 81
5 Benzene, 1,4-bis(l-methylethyl)- 162 C12H18 000100-18-5 68

Abundance Scan 698 (9.565 min): BF090027.D (-695) (-) m/z 147.10 100.00%
147
5000
119 162 192
91
45 77 9.20 9.40 9.60 9.80
65 103 ‘ 133 177
Ol e 28 gz 162.20  29.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32172: Ethanone, 1-(2,4,6-trimethylphenyl)-
147
119
5000 SRR L
9.20 9.40 9.60 9.80
o 162 m/z 119.10 28.47%
15 27 4153 65 77 1103 | 433 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
147
119 9.20 9.40 9.60 9.80
5000 m/z 192.20 27 .09%
. 9a 162
43
- 65 103 133
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #32274: Benzene, 1,3-bis(1-methylethyl)-
147 9.20 9.40 9.60 9.80
m/z 91.10 15.27%
5000 119
43 op 105 162
77
B R AN S N S vl N SN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF083116.M Mon Sep 12 07:24:48 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 11 Benzene, 1-(1,1-dimethyleth... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.04 3.74 ng 319000 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-(1,1-dimethylethyl)-3... 162 C12H18 014411-56-4 90
2 Benzene, 1-(1,1-dimethylethyl)-3... 162 C12H18 000098-19-1 53
3 Ethanone, 1,1"-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 49
4 Benzene, 1-(1,1-dimethylethyl)-4._._._ 162 C12H18 007364-19-4 49
5 Ethanone, 1-[4-(1-methylethyl)ph... 162 C11H140 000645-13-6 49

Abundance Scan 740 (10.045 min): BF090027.D (-737) (-) m/z 147.10 100.00%

147
5000

180 9.80 10.00 10.20 10.40

191 207 m/z 149.10 47.53%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32308: Benzene, 1-(1,1-dimethylethyl)-3-ethyl-
147
5000

9.80 10.00 10.20 10.40
119 162 m/z 119.10 22.50%

“e1 65 19 105 | am ||
L o o o o L LA e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
147
9.80 10.00 10.20 10.40
5000 m/z 91.10 18.45%
162
i 107119
15 27 Ms1 65 77 N 131
T o e o o e o L o e B i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31996: Ethanone, 1,1'-(1,4-phenylene)bis-
147 9.80 10.00 10.20 10.40
m/z 162.10 17.12%
5000
43 91 119 162
15 28 | pa6s 77 | 104 | 1 | | A
I o e o o o o LA e R e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF083116.M Mon Sep 12 07:24:49 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 12 Benzene, 1,2,4-trimethyl-5-__._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.08 5.50 ng 469161 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4-trimethyl-5-(1-me... 162 C12H18 010222-95-4 50
2 Benzoyl chloride, 4-propyl- 182 C10H11CIO 052710-27-7 50
3 1H-Indazol-5-amine, 3-methyl- 147 C8HON3 1000338-20-2 50
4 Butyrophenone, 27,3,4",6"-tetram... 204 C14H200 005344-18-3 50
5 Propiophenone, 2,2",4",6"-tetram... 190 C13H180 002040-22-4 47
Abundance Scan 743 (10.079 min): BF090027.D (-742) (-) m/z 147.10 100.00%
147
5000
177
43 57 o s 119 161 ‘ 206 9.80 10.00 10.20 10.40
103 133 : : :
S— .-.'.|, W b O3 | | L2103 e 10 32, 00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32324: Benzene, 1,2,4-trimethyl-5-(1-methylethyl)-
147
5000
9.80 10.00 10.20 10.40
162 m/z 161.10 16.37%
15 27 *! 53 g5 77 91 105119131 |
Ly | LI I
m/z--> 20 40 eb 80 160 120 140 1éo 180 200 220
Abundance
147
9.80 10.00 10.20 10.40
5000 m/z 91.10 14 .86%
91
27 41 63 77 | 103 110 135 g4 182
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22490: 1H-Indazol-5-amine, 3-methyl-
147 9.80 10.00 10.20 10.40
m/z 57.10 14.82%
5000
105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF083116.M Mon Sep 12 07:24:50 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 13 Heptadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.11 ng 258605 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 Cl16H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 785 (10.559 min): BF090027.D (-781) (-) m/z 57.10 100.00%
g7
5000
85
113 10.20 10.40 10.60 10.80
147
3 ,I. bl ol i0168187 230 | m/z 43.10 64.18%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 AR DARAUALUNARRE
85 10,20 10.40 10.60 10.80
29 m/z 71.10 58.38%
R e g 20
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 85.15 32.87%
85
29 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane T
57 10.20 10.40 10.60 10.80
m/z 41.10 27 .65%
5000 85
29

m/z--> 50 100 150 200 250 300 350 10. 20 10 40 10 60 10. 80

8270-BF083116.M Mon Sep 12 07:24:51 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 14 unknownl10.60 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.60 4.41 ng 539751 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-chloro-2-fluoro-1-met... 160 C7H6CIFO 000452-09-5 43
2 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 38
3 1H-Benzimidazole, 1l-ethyl-2-methyl- 160 C10H12N2 005805-76-5 35
4 Ethanone, 1-(2-benzofuranyl)- 160 C10H802 001646-26-0 27
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 27

Abundance Scan 789 (10.605 min): BF090027.D (-786) (-) m/z 145.05 100.00%

5

5000

|

10.20 10.40 10.60 10.80 11.00
m/z 160.10 66.21%

5 77 91

41 53 6

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31212: Benzene, 4-chloro-2-fluoro-1-methoxy-
160
145
5000 117 LANLINL I L LB Y LB L LB
10. 20 10. 40 10. 60 10. 80 11. 00
m/z 230.20 51.18%
15 31 50 67 81934 ‘129 J
L I e B R o RARREES
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
145
e P A
10. 20 10. 40 10. 60 10.80 11.00
5000 160 m/z 107 .05 38.34%
92
14 28 4153 ° 77 104 132
R A R EE s B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30715: 1H-Benzimidazole, 1-ethyl-2-methy!-
145 10.20 10.40 10.60 10.80 11.00
m/z 162.10 31.61%
160
5000
92
15 27 39 51 63 104 118131
e T e A SE——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10. 80 11.00

8270-BF083116.M Mon Sep 12 07:24:52 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 15 unknownl0.65 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.65 4_.15 ng 507923 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetamidoquinoxaline 187 C10H9N30 006479-24-9 37
2 Naphthalene, 1,2,3,4-tetrahydro-... 188 C14H20 077428-15-0 18
3 1H-Pyrazol-3-amine, N,N-dimethyl._.. 187 C11H13N3 1000327-38-1 18
4 1(2H)-Naphthalenone, 7-(1,1-dime... 202 C14H180 022583-68-2 14
5 7-Methoxy-2,5-dimethyl-1,2,3,4-t... 230 C14H18N20 030689-25-9 14
Abundance Scan 793 (10.651 min): BF090027 D (-791) (-) m/z 145.10 100.00%
145 187
5000
10,40 1060 10.80 11.00
m/z 187.15 84 .79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50893: 2-Acetamidoquinoxaline
145
5000 187 IR SUMILN BURILN SRR SUM
118 10.40 10.60 10.80 11.00
2 m/z 107.10 44 .32%
1528 [ 6376 %102 |1z 1D |
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance
145
10.40 10.60 10.80 11.00
5000 m/z 134.10 41.39%
188
27 41 53 65 77 91 105117130 159173
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50919: 1H-Pyrazol-3-amine, N,N-dimethyl-1-phenyl- A
187 10.40 10.60 10.80 11.00
m/z 230.15 30.05%
5000
172
158
44 77 gy 117 143 ‘
SN VM Wl 0 N )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00

8270-BF083116.M Mon Sep 12 07:24:53 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 16 Pentadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.66 2.67 ng 326775 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 18
Abundance Scan 881 (11.656 min): BF090027.D (-877) (-) m/z 73.10 100.00%
43 g0 73
5000
129
97 115 182 213 L UL SN UM SUAR
157 199 | 227 256 11.40 11.60 11.80 12.00
rrprrrerfid m/z 43.10 93.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
5000 L B I L B
umumumnm
29 m/z 60.10 85.30%
.?'.Sl... -W-- “‘.‘l .‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,40 11.60 11.80 12.00
5000 m/z 57.10 78.60%
129
29 g7 115 171 214
15 101 152 185 49
m/z--> 25 Jo éo 8b 160 150 150 160 1éo 200 220 250 2éo
Abundance #107547: n-Hexadecanoic acid A BT S
43 60 7 11.40 11.60 11.80 12.00
m/z 41.10 65.73%
5000 29
129
256
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. 00

8270-BF083116.M Mon Sep 12 07:24:54 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 17 4H-Cyclopenta[def]phenanthrene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.70 2.03 ng 248473 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
3 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 50
4 4-(4-Methyl-piperidin-1-yl)-phen... 190 C12H18N2 342013-25-6 43
5 Methyl diselenide 190 C2H6Se2 007101-31-7 35
Abundance Scan 885 (11.702 min): BF090027.D (-884) (-) m/z 190.10 100.00%
140

5000

P

11.40 11.60 11.80 12.00
m/z 189.10 99.98%

121134 165
39 63 82 8 148

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
1

-

5000
11.40 11.60 11.80 12.00

% m/z 192.10 52.29%
110123137150163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
190
R RRL R RIS
11.40 11.60 11.80 12.00
5000 m/z 191.15 44.12%
63
2 99 133146 172
12 49 83 119
L o AR amea
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene AP e e
189 11.40 11.60 11.80 12.00
m/z 94.80 35.36%
5000
94
8l 163
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF083116.M Mon Sep 12 07:24:55 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 18 Bromoacetic acid, octadecyl... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.59 2.40 ng 345676 Chrysene-d12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1050 (13.588 min): BF090027.D (-1049) (-) m/z 57.10 100.00%

87 g3
41
5000
AR BRI SRR S
126 13.20 13.40 13.60 13.80 14.00
el b 43 168 190 218 236 258 vz 43.10 97 A4%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecy! ester
43
69
97

13.20 13.40 13.60 13.80 14.00
m/z 55.10 94 .09%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
AN EREE R L
97 13.20 13.40 13.60 13.80 14.00
5000 71 m/z 83.10 81.19%
29
125
14 153168 308
WWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #227401: Heptadecy! heptafluorobutyrate e
57 13.20 13.40 13.60 13.80 14.00

0
83 m/z 97.10 74 .36%

5000

5

139154169 1gc010 238 oo 583

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13. 40 13 60 13. 80 14. OO

8270-BF083116.M Mon Sep 12 07:24:56 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 19 Benzo[j]fluoranthene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.95 5.88 ng 410570 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
2 Benzo[e]pyrene 252 C20H12 000192-97-2 94
3 Perylene 252 C20H12 000198-55-0 94
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 1169 (14.948 min): BF090027.D (-1167) (-) m/z 252.20 100.00%
252
5000
39 74 99 1125 146 174 198 224 271288 330 365 1.1.60 11.80 15.00 15.20
ol 39 74 99, | 146 174 198 <57 || 271288 330 365 /5 550.10 | 29.47Y%
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzo[j]fluoranthene
252
5000
14.60 14.80 15.00 15.20
126 m/z 253.15 20.93%
29 51 74 100, M 150 174 200 224 M
m/z--> 50 100 150 200 250 300 350
Abundance
252
14.60 14.80 15.00 15.20
5000 m/z 125.10 14 _.45%
125
50 74 99 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104215:Perylene L L L L L B B B
252 14.60 14.80 15.00 15.20
m/z 126.10 12.36%
5000
126
27 50 74 99, | 150 174 108 224
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF090816\
Data File : BF090027.D

Acq On : 8 Sep 2016 16:29

Operator : UM/SJ

Sample - H4680-30

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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]
unknown2 .71 2.71 4.0 ng 215562 1 6.59 1090370 20.0
2-Pentanone, 4-hy... 4.73 26.1 ng 1423800 1 6.59 1090370 20.0
unknown6 .36 6.36 95.8 ng 5224600 1 6.59 1090370 20.0
Benzene, 1l-methyl... 6.68 4.5 ng 244168 1 6.59 1090370 20.0
Phenol, p-tert-bu... 8.47 21.7 ng 1656100 2 7.88 1526250 20.0
unknown9.03 9.03 5.0 ng 425496 3 9.63 1705950 20.0
Phenol, 4-(1,1-di... 9.07 11.0 ng 935442 3 9.63 1705950 20.0
Ethanone, 1-(2,4,... 9.56 15.0 ng 1280010 3 9.63 1705950 20.0
Benzene, 1-(1,1-d... 10.04 3.7 ng 319000 3 9.63 1705950 20.0
Benzene, 1,2,4-tr... 10.08 5.5 ng 469161 3 9.63 1705950 20.0
Heptadecane 10.56 2.1 ng 258605 4 11.10 2448090 20.0
unknown10.60 10.60 4.4 ng 539751 4 11.10 2448090 20.0
unknown10.65 10.65 4.2 ng 507923 4 11.10 2448090 20.0
Pentadecanoic acid 11.66 2.7 ng 326775 4 11.10 2448090 20.0
4H-Cyclopenta[def... 11.70 2.0 ng 248473 4 11.10 2448090 20.0
Bromoacetic acid,... 13.59 2.4 ng 345676 5 13.71 2876950 20.0
Benzo[j]fluoranthene 14.95 5.9 ng 410570 6 15.05 1397430 20.0
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