LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 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-BF063016.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 1.667 5 7 15 rVB 89560 167193 13.87% 1.176%
2 1.781 15 17 22 rBv 781505 961392 79.78% 6.762%
3 2.227 54 56 61 rvB2 11485 18758 1.56% 0.132%
4 4.833 281 284 288 rVB 154052 202768 16.83% 1.426%
5 5.290 321 324 326 rBVY 1193582 1205095 100.00% 8.476%
6 6.342 413 416 419 rBVY 1010669 1084020 89.95% 7.625%
7 6.456 424 426 429 rVvV 973293 1140186 94.61% 8.020%
8 6.513 429 431 435 rVB 12634 17501 1.45% 0.123%
9 6.685 444 446 448 rBV 326988 293175 24.33% 2.062%
10 6.765 450 453 457 rBV 7736 17468 1.45% 0.123%

11 6.845 457 460 462 rBV 1115890 925693 76.81% 6.511%
12 7.256 493 496 498 rBvV 796014 739155 61.34% 5.199%

13 7.382 505 507 509 rBvV 16937 18277 1.52% 0.129%
14 7.725 534 537 541 rBV3 17010 27738 2.30% 0.195%
15 7.793 541 543 545 rVB 22649 19043 1.58% 0.134%
16 7.976 557 559 560 rBvV 452656 390368 32.39% 2.746%
17 8.582 605 612 613 rBvV 8829 13857 1.15% 0.097%
18 8.685 619 621 623 rBvV 26649 21497 1.78% 0.151%

19 8.742 623 626 629 rBV 172742 189207 15.70% 1.331%
20 9.051 650 653 655 rBV 1445810 1175987 97.58% 8.272%

21 9.142 658 661 663 rBvV 12417 17783 1.48% 0.125%
22 9.451 685 688 690 rvB 337257 330386 27.42% 2.324%
23 9.576 698 699 702 rVB3 15256 16466 1.37% 0.116%
24 9.668 705 707 709 rvB 27684 23841 1.98% 0.168%
25 9.725 709 712 713 rBV 318183 345904 28.70% 2.433%
26 9.919 728 729 734 rVB4 9136 23347 1.94% 0.164%
27 10.068 737 742 743 rBV2 7468 16856 1.40% 0.119%
28 10.171 749 751 753 rVB 25076 27546 2.29% 0.194%
29 10.262 758 759 763 rvVB2 20711 24552 2.04% 0.173%
30 10.388 766 770 771 rBV2 14158 24583 2.04% 0.173%
31 10.502 778 780 782 rBvV2 502542 571555 47.43% 4.020%
32 10.639 787 792 796 rVB2 40238 69094 5.73% 0.486%
33 10.959 818 820 823 rBv4 15690 20649 1.71% 0.145%
34 11.085 827 831 832 rBv2 39856 60261 5.00% 0.424%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 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-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.199 839 841 844 rBvV2 366150 497935 41.32% 3.502%

36 11.268 844 847 849 rVB 58777 63140 5.24% 0.444%
37 11.439 859 862 865 rBv2 64157 88857 7.37% 0.625%
38 11.508 866 868 871 rvv2 22507 28041 2.33% 0.197%
39 11.599 874 876 879 rVB4 15717 22758 1.89% 0.160%
40 11.691 879 884 886 rBv2 35179 89188 7.40% 0.627%
41 11.748 886 889 890 rvv2 113998 140931 11.69% 0.991%
42 11.805 892 894 897 rvB2 54248 69273 5.75% 0.487%
43 11.908 901 903 906 rVvB 30022 46643 3.87% 0.328%
44 12.011 908 912 915 rvv4 31147 73608 6.11% 0.518%
45 12.251 930 933 936 rBV3 36630 84733 7.03% 0.596%

46 12.399 944 946 948 rBV 266030 245106 20.34% 1.724%
47 12.628 963 966 968 rBV 230956 245639 20.38% 1.728%
48 12.662 968 969 973 rVB 80194 129845 10.77% 0.913%
49 12.777 977 979 982 rVB 730099 938759 77.90% 6.603%
50 12.857 982 986 987 rBV2 24287 41131 3.41% 0.289%

51 13.062 1002 1004 1008 rBVZ2 43100 52009 4._.32% 0.366%
52 13.257 1019 1021 1026 rVB 154262 141195 11.72% 0.993%
53 13.691 1057 1059 1063 rVB2 125994 149015 12.37% 1.048%
54 13.828 1068 1071 1074 rVvv2 372119 618910 51.36% 4 _.353%
55 15.200 1189 1191 1196 rVB 169417 249348 20.69% 1.754%

Sum of corrected areas: 14217265
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF071416\

BF089009.D

15 Jul 2016 2:51

UM/SsJ

H3972-13

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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5.29
6.84

346

6.68

4.83

51 |6.76

7.26

| 7.38

0
Time-->

3.50

4.00

T
4.50 5.00

5.50

6.00

6.50

7.00

1
7.50

Abundance
1400000

1200000
1000000
800000
600000
400000
200000

Ol—r4

TIC: BF089009.D
05

12.78

10.50

.98 12.4012.63

9.45 972

$/10.64
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
483 13.83ng 202768  1,4-Dichlorobenzene-da 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25

001116-98-9 23
017348-59-3 23

3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160

5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 284 (4.833 min): BF089009.D (-281) (-) m/z 43.05 100.00%
43
59
5000
101 rrrryrrrrryrrrryrrrrrrort
WL st | 83 440 4.60 4.80 5.00 5.20
O L 8 R L e A R m/z 59.10 63.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [Trrr[rrrrrrrrrrrr[rr1
440 4.60 4.80 5.00 5.20
59 m/z 101.10 24.09%
101
35, 51 ‘ 67 83 91 |
O T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R e e e R
440 4.60 4.80 5.00 5.20
5000 m/z 58.10 15.84%
101
15 58
0 28 69 84
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 e B AR R,
59 440 4.60 4.80 5.00 5.20
m/z 41.10 10.34%
5000 41
68
0.”P.“P”.P”q.”w”.w“.q”“,””P.HP”.P”q.uq”.qu”, R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.46 Concentration Rank 1

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

6.46 77.78 ng 1140190 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17N0O2 1000378-96-6 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 426 (6.456 min): BF089009.D (-424) (-) m/z 132.00 100.00%
132
5000 68
96 URREE LA U R
40 54 81 15 6.20 6.40 6.60 6.80
0 m/z 68.10 50.47%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 URREE LS LS RN
6.20 6.40 6.60 6.80
31 51 ‘ m/z 66.10 32.48%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
" 620 640 6.60 6.80
5000 m/z 134.00 31.75%
33 105
51 70 86
- e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine e e e  EEmasmme
132 6.20 6.40 6.60 6.80
m/z 69.05 20.90%
5000
105
77
oL 38 ea || 90 | 118 | 147 165 190 224 267
m/z--> 4'0 6|O 80 100 120 140 160 180 200 220 240 2('30 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Phthalic anhydride Concentration Rank 6

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

8.74 9.69 ng 189207 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 94
2 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 90
3 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
4 N-I2-Acetamidoethvlthiolphthalimide 264 C12H12N203S 025158-14-9 78
5 Phthalamic acid 165 C8H7NO3 000088-97-1 74

Abundance Scan 626 (8.742 min): BFC()b89009.D (-623) () m/z 104.00 100.00%
104
76
5000
50
B | o | o 148 ko 56 sk b
o} By AN WL~ ST [ -~ S S S — m/z 76.10 76.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104
76
5000 50 148 LA S R AL UL B
8.40 8.60 8.80 9.00
38 m/z 50.10 31.59%
0 16 28 “ A 61 \M\ 85 | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
6 104
8.40 8.60 8.80 9.00
5000 50 m/z 74.10 17.17%
148
o 39 60 93 122 176
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35571: 1,2-Benzenedicarboxylic acid O mmmas e R Ema
76 104 8.40 8.60 8.80 9.00
m/z 75.10 10.03%
18
5000 50 148
38
0~ ""I'%q ﬂl"hl'?{ '“M‘l"' '|'M I SN |""'}q3"'| ' LSRR LR S
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.09 2.42 ng 60261 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Heneicosane 296 C21H44 000629-94-7 74
3 Heptadecane 240 C17H36 000629-78-7 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Triacontane 422 C30H62 000638-68-6 72

Abundance Scan 831 (11.085 min): BF089009.D (-827) (-) m/z 57.10 100.00%

57

5000

10.80 11.00 11.20 11.40

0! m/z 71.10 77.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48832: Tridecane
57
4
5000 LA L L L L L LB
85 10 80 11. 00 11. 20 11. 40
m/z 43.10 72 .54%
P T e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R RS R
85 10.80 11.00 11.20 11.40
5000 m/z 85.10 53.14%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane R B Al Eama s R
57 10.80 11.00 11.20 11.40
m/z 41.10 41.09%
85
5000 4
113
0 H\ H [l H‘ | I 1‘.11 169 197212 240
”q.”q”.qnnlunp.”P”.P”q.”q”..””..u.”..”q.”.. R RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 n-Heptadecanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.44 3.57 ng 88857 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 n-Pentadecanol 228 C15H320 000629-76-5 90
5 1-Tetradecanol 214 C14H300 000112-72-1 87

Abundance Scan 862 (11.439 min): BF089009.D (-859) (-) m/z 55.10 100.00%

69 83

5000

167

11.20 11.40 11.60 11.80
m/z 69.10 89.21%

125139153

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107662: n-Heptadecanol-1

5000

umumumnm
125 m/z 83.10 87 .78%

139154168182196210 238

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
> g3 S
9 11.20 11.40 11.60 11.80
5000 70 97 m/z 43.10 86.48%
29 111
125

o 140154168182196 224

wﬁwm‘mTwwmﬁwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #115906: 1-Nonadecene R AR RRRES T
11.20 11.40 11.60 11.80

m/z 41.10 70.26%

5000

125

139154168182196210224238 266
S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.69 3.58 ng 89188 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 76
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 60
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 58
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 53
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 52
Abundance Scan 884 (11.691 min): BF089009.D (-879) (-) m/z 192.10 100.00%
192
5000
04 165
83 1105 120 139150 176 203 11.40 11.60 11.80 12.00
0 m/z 191.10 54 .38Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
5000 A UL BN SUNUR B
11.40 11.60 11.80 12.00
165 m/z 189.10 28.26%
27 39 51 63 82 7' 115126130152 | 176 ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.40 11.60 11.80 12.00
5000 m/z 193.10 25.74%
95 165
28 39 51 63 83 115126 139 152 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54740: Anthracene, 1-methyl- A - M A REmmam
192 11.40 11.60 11.80 12.00
m/z 190.10 20.90%
5000
82 94 165
oL 16 27 39 51 63 | || 115126 139150 | 176 Bl
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 9,10-Anthracenedione Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.96 ng 73608 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 95
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 60
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 55
4 Benzolclcinnoline 180 C12H8N2 000230-17-1 55
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 46
Abundance Scan 912 (12.011 min): BF089009.D (-908) ( ) m/z 152.10 100.00%
1
5000
23257 1160 1150 1200 1230 1240
0 m/z 180.10 97 .78%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76
11.60 11.80 12.00 12.20 12.40
50 126 m/z 208.10 94 _.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
180
11.60 11.80 12.00 12.20 12.40
5000 152 m/z 76.10 62.15%
6376
oL 38 50 98 117 126
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45757: 1H-Phenalen-1-one
180 11.60 11.80 12.00 12.20 12.40
152 m/z 151.10 51.89%
5000
76
63
28 50 | | 98111126139 | 165
m/z--> 2'0 4'0 6|0 8IO 1(')0 120 140 1('30 180 2(')0 220 24'10 2('30 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Phenanthrene, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.25 3.40 ng 84733 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 70
2 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 70
3 1.3-Diphenvl-3-methvlcvclopropene 206 C16H14 086544-79-8 62
4 1H-Indene. 2-methvl-3-phenvl- 206 C16H14 035099-60-6 62
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 60

Abundance Scan 933 (12.251 min): BF089009.D (-330) ) m/z 206.10 100.00%

206
5000 101

12.00 12.20 12.40 12.60

0 m/z 191.10 50.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 TTTT LI L L L TTT
12. 00 12 20 12. 40 12. 60
101 m/z 189.10 30.13%
AENE S ety
”.W.H.P.”,”...”.“.”,”...”...” R RRAERRREES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
206
R EEEEEEEE SRR R
12.00 12.20 12.40 12.60
5000 m/z 83.10 27.65%
191
89

103
39 6376 126139152165178

O T T T T T T T T T T T T T T T T
m/z--> 20 4I0 6I0 8I0 l(l)O 120 léIlO 160 180 200 220 24I10 ZéO I
Abundance #66278: 1,3-Diphenyl-3-methylcyclopropene e RARREEE RS
206 12.00 12.20 12.40 12.60
m/z 126.10 23.14%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089009.D

Aca On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.82 ng 149015 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 91
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 1059 (13.691 min): BF089009.D (-1057) (-) m/z 57.10 100.00%
57 83
5000
139 13.40 13.60 13.80 14.00
222 252973295 326
I 168182 273 m/z 43.10 99.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55
5000 LI BRI BRI SULRLS B
anmmmmm
29 m/z 55.10 88.56%
0 \“ 1h \ “ H \H\ m \ h \167 196 238 266 294
m/z--> 50 oo 2éo 360 3%0 460
Abundance
57 83
13.40 13.60 13.80 14.00
5000 11 m/z 83.10 87.54%
29 139
o 167 195 222 250 280 308 336
m/z--> éo 160 1%0 260 250 300 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e e ERRES BE s
57 13.40 13.60 13.80 14.00
83 m/z 97.10 79.55%
5000 111
29 169
0 J ) ‘ A ‘ | (11 h13‘9 . ‘ | 2]\-0 255 406
m/z--> 50 1(')0 150 200 250 300 3&1;0 4(')0 13 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
Data File : BF089009.D

Acq On 15 Jul 2016 2:51

Operator : UM/SJ

Sample : H3972-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.83 13.8 ng 202768 1 6.68 293175 20.0
unknown6 .46 6.46 77.8 ng 1140190 1 6.68 293175 20.0
Phthalic anhydride 8.74 9.7 ng 189207 2 7.98 390368 20.0
Tridecane 11.09 2.4 ng 60261 4 11.20 497935 20.0
n-Heptadecanol-1 11.44 3.6 ng 88857 4 11.20 497935 20.0
Phenanthrene, 2-m... 11.69 3.6 ng 89188 4 11.20 497935 20.0
9,10-Anthracenedione 12.01 3.0 ng 73608 4 11.20 497935 20.0
Phenanthrene, 2,5... 12.25 3.4 ng 84733 4 11.20 497935 20.0
1-Heneicosanol 13.69 4.8 ng 149015 5 13.83 618910 20.0
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