LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 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-BF050916.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 4.864 240 243 257 rBV 243677 533312 10.35% 1.179%
2 5.287 278 280 283 rBVY 3511756 4862512 94.37% 10.745%
3 5.687 314 315 323 rVB 31081 57783 1.12% 0.128%
4 6.350 370 373 376 rBVY 4156432 5152415 100.00% 11.386%
5 6.464 381 383 385 rBVY 5091817 4987866 96.81% 11.022%
6 6.693 400 403 405 rBV 818730 1084168 21.04% 2.396%
7 6.842 414 416 419 rBY 2861814 2848967 55.29% 6.296%
8 7.264 450 453 455 rBY 3076904 3338303 64.79% 7.377%
9 7.379 461 463 468 rvB2 41202 81584 1.58% 0.180%
10 7.973 513 515 520 rVB 1563003 1566110 30.40% 3.461%
11 8.179 531 533 535 rBV 57892 59698 1.16% 0.132%
12 8.419 551 554 557 rVB2 62595 110691 2.15% 0.245%
13 8.510 561 562 565 rBV2 37891 59716 1.16% 0.132%
14 8.785 584 586 589 rvB4 34564 59527 1.16% 0.132%

15 9.059 607 610 612 rBV 2687822 3543118 68.77% 7.830%

16 9.139 614 617 619 rBvV 79203 120418 2.34% 0.266%
17 9.425 640 642 643 rBvV2 97129 117888 2.29% 0.261%
18 9.459 643 645 646 rVB 415209 549565 10.67% 1.214%
19 9.585 654 656 659 rBv2 104462 168016 3.26% 0.371%
20 9.630 659 660 662 rvVB 119284 104747 2.03% 0.231%

21 9.665 662 663 665 rBv 195482 173245 3.36% 0.383%
22 9.722 666 668 670 rvB 1535282 1501568 29.14% 3.318%
23 9.893 680 683 685 rBvV3 54977 119551 2.32% 0.264%

24 9.985 689 691 693 rvv2 62967 72049 1.40% 0.159%
25 10.088 698 700 702 rBV3 52527 77467 1.50% 0.171%
26 10.122 702 703 705 rvv3 53439 75777 1.47% 0.167%
27 10.168 705 707 709 rvB 199145 212852 4._.13% 0.470%
28 10.270 714 716 719 rVB4 46112 95063 1.85% 0.210%

29 10.385 724 726 729 rVB2 107768 176694 3.43% 0.390%
30 10.510 734 737 740 rBV2 2411667 3128723 60.72% 6.914%

31 10.568 740 742 743 rVvVv2 55477 84057 1.63% 0.186%
32 10.625 745 747 752 rvB2 311117 596224 11.57% 1.318%
33 10.842 764 766 767 rVB 57103 56485 1.10% 0.125%

34 11.082 785 787 788 rBV 158644 149793 2.91% 0.331%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 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-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.208 795 798 800 rBV 1125085 1535255 29.80% 3.393%

36 11.745 843 845 847 rBV2 267604 301513 5.85% 0.666%
37 12.122 876 878 881 rBv2 139996 244608 4._75% 0.541%
38 12.408 901 903 905 rBV 349531 345007 6.70% 0.762%
39 12.636 921 923 924 rVB 301466 248893 4._.83% 0.550%
40 12.785 934 936 939 rVB 2593761 2461175 47.77% 5.439%

41 13.699 1013 1016 1024 rVB2 188547 451907 8.77% 0.999%
42 13.825 1025 1027 1033 rVB2 873748 1261425 24.48% 2.787%
43 14.305 1067 1069 1071 rBV 113961 153526 2.98% 0.339%
44 14.831 1112 1115 1119 rBV 145563 297136 5.77% 0.657%
45 14.899 1119 1121 1124 rVB2 152176 160075 3.11% 0.354%

46 15.094 1136 1138 1141 rVB 106289 124840 2.42% 0.276%
47 15.151 1141 1143 1145 rVV 174209 224277 4 _.35% 0.496%
48 15.208 1145 1148 1154 rVB 776557 1081509 20.99% 2.390%
49 16.180 1231 1233 1236 rVB 55630 82491 1.60% 0.182%
50 16.488 1257 1260 1263 rVB2 76153 142785 2.77% 0.316%

51 16.877 1291 1294 1297 rBV 56707 113376 2.20% 0.251%
52 17.471 1343 1346 1351 rVB5 34620 97651 1.90% 0.216%

Sum of corrected areas: 45253401
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF086848.D

5.29

4.86
5.69

6.35

46

7.26
6.84

L7. 38

0
Time-->

5.00

5.50

6.00

6.50

7.00

7.50

Abundance
5000000

4000000

3000000

2000000
V.97

1000000

8
0

TIC: BF086848.D

9.06 10.51

9.72

18 84251 8.78

12

.4112.64

12.78

T
Time--> 8.00

11.50

8.50

10.00 10.50 11.00

12.00

12.50

13.00 13.50

Abundance
5000000

4000000

3000000

2000000

3.83
1000000

0

TIC: BF086848.D

15.21

14.833(5_5.5) 5

16.18 16.49 16.88 17.47

14

Time-->

.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\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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._86 9.84 ng 533312 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 243 (4.864 min): BF086848.D (-240) (-) m/z 43.05 100.00%
43.0
5000 59.1
1011 "ok 4h0 5h0 530
Ol SEQ L 880 | “m/z 59.10 46.88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR RN AN L RN
59.0 460 480 500 520
m/z 58.10 13.21%
31.0 830 o3¢ 1010
0"w"'w"““ﬁ"“w"'l“"|“"|“"|“"|W"“'“'|'
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
460 4.80 5.00 5.20
5000 57.0 m/z 101.10 12.38%
29.0
101.0
78.0
S S U S S I UL IULILL UL WAL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3602: l—Propen—Z—oI, acetate LI L L L BB
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.24%
5000
58.0
. 15.0 27.0 B | 7%.0 100.0
m/z--> 10 20 30 40 50 60 70 8 90 100 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown6.46 Concentration Rank 1

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

6.46 92.01 ng 4987870 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 383 (6.464 min): BF086848.D (-381) (-) m/z 132.05 100.00%
13R.1
5000 68.1
40.0 ‘ 96.0 R AR R R
54.1 6.20 6.40 6.60 6.80
ol tfl il ,-!-'.|.'.§,1-9. : I~,'.' Mol e m/z 68.10 50.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R AR R R
6.20 6.40 6.60 6.80
310 5L0 m/z 66.10 35.28%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 97.0 m/z 134.10 32.94%
70.0
31.0
0 44.0 116.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! O EEEEmmssss s
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 21.46%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Biphenylene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.58 2.24 ng 168016 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 87
2 Benzaldehvde. 2-hvdroxv-3-methoxyv- 152 C8H303 000148-53-8 72
3 Acenaphthvlene 152 C12H8 000208-96-8 72
4 (6BALPHA.7BETA.11ALPHA.11AALPHAY... 334 C25H180 1000241-69-8 64
5 1,4-Benzenediol, 2,3,5-trimethyl- 152 C9H1202 000700-13-0 59
Abundance Scan 656 (9.585 min): BF086848.D (- 654) ) m/z 152.10 100.00%

5000
173.1 193.2 9.20 9.40 9.60 9.80
o g b e m/z 151.10 21.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24339: Biphenylene
152.0
5000 | LI LB LB LN BB

9.20 9.40 9.60 9.80
m/z 150.10 15.07%

76.0
27.0 50.0 1 98.0 126.0 \M

Ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
152.0
9.20 9.40 9.60 9.80
5000 106.0 m/z 69.10 14.87%
81.0
270 530 122.0
Ol Y e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24340: Acenaphthylene A EEREE R
152.0 9.20 9.40 9.60 9.80
m/z 55.10 14 .55%
5000
ol_14.0 5.0 | 980 1260 ll
e R A e L BRI E B S e R E A RERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 9. 20 940 9. 60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Eicosane Concentration Rank 13

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

9.66 2.31 ng 173245 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 80
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 72
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 72

Abundance Scan 663 (9.665 min): BF086848.D (-662) (-) m/z 57.10 100.00%
51.1

5000

9.40 9.60 9.80 10.00

113.1 140.1 164.1

201.0

0 m/z 43.10 84 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LA L L L L L L L LB
85.0 9.40 9.60 9.80 10.00
29.0 m/z 41.10 45 _.03%
0 \‘ ‘\ h | Y 1130 141.0 1690 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R N EEEE SRR s
9.40 9.60 9.80 10.00
5000 m/z 71.10 40.94%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane R R B

57.0 9.40 9.60 9.80 10.00

m/z 85.10 27.24%
5000
85.0
29.0
o \ L . | 130 1410 1840

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 980 10. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.17 2.84 ng 212852 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Decane. 3-bromo- 220 C10H21Br 030571-71-2 72
4 1-lodoundecane 282 C11H23lI 004282-44-4 72
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
Abundance Scan 707 (10.168 min): BF086848.D (-705) (-) m/z 57.10 100.00%
57.1
5000
85.1
39 ‘ 113.1 9.80 10.00 10.20 10.40
o.,....',.~..|!,.."..,:...',....,...1.4,1.1...1.‘3?‘.2],15.‘7..1.29‘3.?.,.... m/z 43.10 78.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane

57.0

5000 LA L L L L L LB L L B
85.0 9.80 10.00 10.20 10.40
29.0 ' m/z 71.10 44 _85%
o | L |, | 1130 1410 169.0 1970 226.0
e B o B A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R e
9.80 10.00 10.20 10.40
5000 m/z 41.10 38.66%
29.0 85.0
0 113.0 1410 184.0
B B e AL man s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68932: Decane, 3-bromo- R e EEaE L
57.0 9.80 10.00 10.20 10.40
m/z 85.10 31.18%
85.0
5000 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 80 10 00 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 7 Undecane, 2,5-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.38 2.35 ng 176694 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 70
2 Dodecane. 6-methvl- 184 C13H28 006044-71-9 62
3 Undecane. 5-ethvl- 184 C13H28 017453-94-0 53
4 Octacosane 394 C28H58 000630-02-4 52
5 Heptacosane 380 C27H56 000593-49-7 52
Abundance Scan 726 (10.385 min): BF086848.D (-724) (-) m/z 57.10 100.00%
57.1
5000
| 821 1691 10/00 1020 1040 1060
39 113.1 : . .
ob B MR e | 202322 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45592: Undecane, 2,5-dimethyl-
57.0
5000 LUV AR AR
10,00 10.20 10.40 10.60
m/z 71.10 39.89%
29.0 g5 112.0
0""I”j”l"'qI”L'IJ"JI”lHI"}ﬁﬁq"ﬂﬁgq [RABY SRARY SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 41.10 27.19%
29.0 98.0
0 77.0 140.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45550: Undecane, 5-ethyl- A EEREE R
57.0 10.00 10.20 10.40 10.60
m/z 85.10 18.05%
5000
29.0 85.0
| ‘ | 1260 1550
0'”'Iﬂ'“ﬁ'JM'N”I'””H”'W"”I'”'I”""”I'”'I”"I RIS BN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 8 Naphthalene, 1,2,3-trimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.62 7.77 ng 596224 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3-trimethyl-4-p... 210 C16H18 026137-53-1 60
2 Benzenamine. 3-(2-phenvlethenvl)... 195 C14H13N 014064-82-5 58
3 9H-Carbazol-3-amine. 9-ethvl- 210 C14H14N2 000132-32-1 50
4 27 .3"7.4" .57 .6"-Pentafluoroacetop... 210 C8H3F50 000652-29-9 49
5 Stilbene, 4-amino- (E)- 195 C14H13N 004309-66-4 46
Abundance Scan 747 (10.625 min): BF086848.D (-745) (-) m/z 195.20 100.00%
195.2
5000
165.1 N | S
431 771 1151 10.40 10.60 10.80 11.00
o m 230.3 3218 "n/z 210.20  33.48%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #63087: Naphthalene, 1,2,3-trimethyl-4-propenyl-, (E)-
195.0
89.0 165.0
A
5000 UL SURIULN SO SURIURE BN
10.40 10.60 10.80 11.00
. m/z 165.10  30.30%
0: ‘\ ‘\\ “‘H\M“\HH‘ ‘ H H:‘ hlu“”\l ”H””””””” ERAAREEET LR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
195.0
1040 1060 10.80 11.00
5000 m/z 180.10 29.62%

51.0 89.0 115.0139.0 165.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #62931: 9H-Carbazol-3-amine, 9-ethyl- Ay ] ..f?f@f%ﬁﬁﬁﬁ~
195.0 10.40 10.60 10.80 11.00

m/z 196.20 16.49%

5000

51.0 7701010 /0 1670
J il y ull

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.74 3.93 ng 301513 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 845 (11.745 min): BF086848.D (-843) (-) m/z 43.10 100.00%
431
73.1 w/\/\\/\/vAW/\A
5000
g1 1 2132 1140 1160 11.80 12.00
: 157.2 185.2 213. : : : .
o 258.3 361 7z 41.10  76.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65566: Tridecanoic acid
73.0
43.0
5000 LR R UL UGN BURER
129.0 nmnmnmnm
1710 2140 m/z 60.00 70.42%
o ||| =0 |
o) - 9:::‘”:‘””:” HH ‘l‘n:““n‘:‘: R PR TN S ERamaa R Eaa!
m/z--> mmmmmmmmmmmmmmmm
Abundance
43.0 73.0
11.40 11.60 11.80 12.00
5000 256.0 m/z 57.10 66 .38%
129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83683: Pentadecanoic acid R A REEmE RS
43.0 11.40 11.60 11.80 12.00
m/z 73.10 64.74%
5000
0...,.1..“.. AR ARREEaRE LS CE A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 10 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.12 3.19 ng 244608 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 52
2 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 47
3 2-Piperidinone. N-T4-bromo-n-but... 233 C9H16BrNO 195194-80-0 43
4 Pentadecane 212 C15H32 000629-62-9 35
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 30
Abundance Scan 878 (12.122 min): BF086848.D (-876) (-) m/z 57.10 100.00%
57.1
97.1
5000

11.80 12.00 12.20 12.40
m/z 55.10 76.44%

125.2

161.1 189.2212.2 257.3 286.3 326.2
0’ .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99476: Nonadecane
57.0

11,80 12.00 12.20 12.40
m/z 43.10 63.77%

5000

113.0 141.0 169.0 197.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 97.0
R R mEEE
11.80 12.00 12.20 12.40
5000 m/z 69.10 56.97%
29.0
125.0 167.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #78101: 2-Piperidinone, N-[4-bromo-n-butyl]- R R mEEE
43.0 11.80 12.00 12.20 12.40
m/z 71.10 56.00%
5000
69.0
o ) \H 125.0 154.0178.0 205.0 233.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 11 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.70 7.17 ng 451907 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
4 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 90
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 90
Abundance Scan 1016 (13.699 min): BF086848.D (-1013) (-) m/z 43.10 100.00%
43.1
83.1
5000

13.40 13.60 13.80 14.00
m/z 57.10 90.28%

o 139.2 166.2193.2 241.2268.1 299.3326.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0

69.0

13.40 13.60 13.80 14.00
m/z 55.10 86.67%

5000

196.0 224.0

04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
e
83.0 13.40 13.60 13.80 14.00
5000 m/z 41.10 59.53%
111.0

139.0 168.0 196.0 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #90869: 13-Tetradecen-1-ol acetate R A REEam B S

43.0 13.40 13.60 13.80 14.00
0
83.0 m/z 83.10 59.45%

5000
ob by 1390 167.0194.0 224.0 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 12 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .31 2.43 ng 153526 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 76
2 Decane. 3-methvl- 156 Cl11H24 013151-34-3 53
3 1-lodoundecane 282 C11H23l1 004282-44-4 52
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 52
5 Heptacosane 380 C27H56 000593-49-7 52
Abundance Scan 1069 (14.305 min): BF086848.D (-1067) (-) m/z 57.10 100.00%
57.1
5000
1 240.2 14.00 14.20 14.40 14.60
129 1 195.2 ] . 397.4 . . .
I 'l I 1‘?5.1..,...J.| A 222 2 TN m/z 43.10 73.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57.0
5000 L L BB B B
mmmmmmmm
m/z 71.10 49 .93%

99.0
oL 200 | ) 1410 1830 224,0254.0
e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance

57.0
R R
14.00 14.20 14.40 14.60
5000 m/z 85.10 36.77%
27.0
97.0 20 ~A¢wy/\Afo»\xj\V«\kv\_/yxwaqm
o— i e ———————
m/z--> 50 100 150 200 250 300 350 400
Abundance #107007: 1-lodoundecane B EmEE B B
57.0 14.00 14.20 14.40 14.60
m/z 41.10 28.58%
5000
‘ 990 1550
o \ e ‘ 197.0 282.0
m/z--> 50 100 150 200 250 300 350 400 14. OO 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 13 Pentacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .90 2.96 ng 160075 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Nonadecane 268 C19H40 000629-92-5 94
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 1121 (14.899 min): BF086848.D (-1119) (-) m/z 57.10 100.00%
57.1
5000 851 “‘“/L*WVﬂ«JAn\,\ﬁ\vA_a\_
113.2141.2 268.2 14.60 14.80 15.00 15.20
ol ,|-. b gt 2169.2  211.2237.1 P17 8183 3483 m/z 43.10 72.41%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57.0
5000 85.0 LA DA SR B S
14.60 14.80 15.00 15.20
113.0 m/z 71.10 55.00%
o 2200 | | [ 101600 211.0239.0267.0295.0323,0 352.0
m/z--> 55 160 150 260 250 360 350
Abundance
57.0
' 14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 38.34%
29.0
. 113.0141.0169.0197.0225¢  268.0 &/\“,\j\\_/\/\&
m/z--> 55 160 1%0 260 2%0 360 350
Abundance #91035: Octadecane e A REAmE R S
57.0 14.60 14.80 15.00 15.20
m/z 55.10 23.77%
5000 85.0
29.0
m/z--> 55 160 150 260 250 360 350 14k0 1!80 1550 1520 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086848.D

Aca On : 10 May 2016 4:16

Operator : UM/SJ

Sample : H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 14 Benzo[e]pyrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.09 2.31 ng 124840 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Pervlene 252 C20H12 000198-55-0 95
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89

Abundance Scan 1138 (15.094 min): BF086848.D (-1136) (-) m/z 252.20 100.00%
25p.2
5000
57.1 99112?'11512 198.1224.1 286.3 327.2354.1 14.80 13,00 15.20 1540
e au m/z 250.10 28.00%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252.0
5000
14.80 15.00 15.20 15.40
m/z 253.20 21.53%
125.0
o 63.0 99.0, | 158.0 198.0224.0 hH
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14,80 15.00 15.20 15.40
5000 m/z 125.10 14.27%
126.0
ol27.0 630 99.0 158.0 198.0224.0
N N L e U e e
m/z--> 50 100 150 200 250 300 350
Abundance #89817: Benzo[a]pyrene T
259, 14.80 15.00 15.20 15.40
m/z 126.00 11.86%
5000
126.0
oL 390 7401000 | 1630 19802240 H
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF050916.M Tue May 10 17:24:16 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050916\
Data File : BF086848.D

Acq On : 10 May 2016 4:16

Operator : UM/SJ

Sample - H2895-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.86 9.8 ng 533312 1 6.69 1084170 20.0
unknown6 .46 6.46 92.0 ng 4987870 1 6.69 1084170 20.0
Biphenylene 9.58 2.2 ng 168016 3 9.72 1501570 20.0
Eicosane 9.66 2.3 ng 173245 3 9.72 1501570 20.0
Hexadecane 10.17 2.8 ng 212852 3 9.72 1501570 20.0
Undecane, 2,5-dim... 10.38 2.4 ng 176694 3 9.72 1501570 20.0
Naphthalene, 1,2,... 10.62 7.8 ng 596224 4 11.21 1535260 20.0
Tridecanoic acid 11.74 3.9 ng 301513 4 11.21 1535260 20.0
Nonadecane 12.12 3.2 ng 244608 4 11.21 1535260 20.0
Trichloroacetic a... 13.70 7.2 ng 451907 5 13.83 1261430 20.0
Octadecane 14.31 2.4 ng 153526 5 13.83 1261430 20.0
Pentacosane 14.90 3.0 ng 160075 6 15.21 1081510 20.0
Benzo[e]pyrene 15.09 2.3 ng 124840 6 15.21 1081510 20.0
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