LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

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-BF042216.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 3.767 143 147 150 rBvV 29156 54217 1.23% 0.148%
2 5.001 254 255 260 rBV 145253 192746 4.38% 0.526%
3 5.287 278 280 283 rBV 155063 159935 3.63% 0.436%
4 5.424 290 292 305 rVB 1362872 1532430 34.82% 4_.179%
5 5.664 311 313 315 rBV 104689 106571 2.42% 0.291%
6 5.836 326 328 331 rBV2 47070 75225 1.71% 0.205%
7 6.362 371 374 379 rBV2 78863 126281 2.87% 0.344%
8 6.464 379 383 386 rBV 869971 1104385 25.09% 3.012%
9 6.522 386 388 393 rvv 293346 358212 8.14% 0.977%
10 6.602 393 395 398 rVV 2940689 2905501 66.02% 7.924%

11 6.659 399 400 405 rvv 142581 266885 6.06% 0.728%
12 6.796 409 412 414 rVv3 24257 53562 1.22% 0.146%
13 6.842 414 416 419 rVvv 836000 956359 21.73% 2.608%
14 6.899 419 421 423 rVV 271323 290781 6.61% 0.793%
15 6.990 427 429 434 rVV2 2069102 3233370 73.47% 8.818%

16 7.093 436 438 442 rVV 141797 210222 4.78% 0.573%
17 7.162 442 444 449 rVB2 105535 165530 3.76% 0.451%

18 7.242 449 451 452 rBvV 66541 82227 1.87% 0.224%
19 7.402 463 465 471 rVB2 1999623 2395035 54.42% 6.532%
20 7.493 471 473 474 rVB2 53910 73828 1.68% 0.201%

21 7.619 481 484 485 rBvV 160820 227719 5.17% 0.621%
22 7.642 485 486 489 rVB2 99981 106536 2.42% 0.291%
23 7.767 495 497 498 rBV2 58624 89650 2.04% 0.244%
24 7.802 498 500 503 rvB2 153027 215818 4_.90% 0.589%
25 7.859 503 505 507 rBv2 542300 672497 15.28% 1.834%

26 7.939 510 512 516 rVB4 40212 95141 2.16% 0.259%
27 8.065 521 523 525 rBV2 66226 143668 3.26% 0.392%
28 8.122 526 528 531 rBV 1260090 1447923 32.90% 3.949%
29 8.282 541 542 545 rBV2 41046 49200 1.12% 0.134%
30 8.407 548 553 558 rBV3 80807 168873 3.84% 0.461%

31 8.510 560 562 564 rvVB 103506 93997 2.14% 0.256%
32 8.567 564 567 568 rBvV2 36754 67170 1.53% 0.183%
33 8.590 568 569 571 rvVv 92612 82736 1.88% 0.226%
34 8.670 574 576 579 rBV3 28532 45351 1.03% 0.124%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

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-BF042216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.933 597 599 604 rvB3 126839 179888 4._.09% 0.491%

36 9.196 620 622 625 rBV 3024832 4401193 100.00% 12.003%

37 9.459 642 645 650 rBV5 21408 62051 1.41% 0.169%
38 9.596 655 657 661 rBv 50740 78630 1.79% 0.214%
39 9.813 675 676 679 rBvV 66242 60483 1.37% 0.165%
40 9.870 679 681 684 rBV 1131203 1449720 32.94% 3.954%
41 10.168 703 707 708 rBv2 29142 59049 1.34% 0.161%
42 10.316 716 720 721 rBv2 100179 123883 2.81% 0.338%
43 10.396 724 727 733 rVB2 26082 82535 1.88% 0.225%
44 10.533 736 739 740 rBV 47985 72067 1.64% 0.197%

45 10.659 748 750 759 rBvV 2229009 3014146 68.48% 8.220%

46 10.785 759 761 766 rVB 135731 191661 4 _35% 0.523%
47 11.231 798 800 801 rBV 53271 48965 1.11% 0.134%
48 11.356 809 811 819 rBV 1430473 1657872 37.67% 4.521%
49 11.894 856 858 863 rBv2 176238 256194 5.82% 0.699%
50 12.682 924 927 930 rBV 126160 220640 5.01% 0.602%

51 12.774 933 935 936 rvv 52725 50610 1.15% 0.138%
52 12.945 947 950 960 rBV 3628495 4350291 98.84% 11.864%

53 13.985 1039 1041 1049 rBV 890131 1300874 29.56% 3.548%
54 15.402 1163 1165 1175 rVB 609562 1157523 26.30% 3.157%

Sum of corrected areas: 36667856
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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\BF042216\

BF086374.D

23 Apr 2016  6:48

UM/SsJ

H2634-08

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 8

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

5.00 4.03 ng 192746 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Diacetamide 101 C4H7NO2 000625-77-4 36
3 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 255 (5.001 min): BF086374.D (-254) (-) m/z 43.10 100.00%
431
59.1
5000
1oLt 460 480 500 520 540
83.1 : : : : :
N MU - = . N == S oy 2 S ) B - o -
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN RN N
59.0 460 4.80 500 520 5.40
m/z 101.10 17.26%
31‘.0 | 83.0 10‘1.0
e s S UL U IS IR UL LS UL SRS B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 540
5000 59.0 m/z 58.10 15.17%
73.0
101.0
28.0 86.0
G S S UL UL S I UL RS UL SRS RS
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #13214: 3-Hexanol, 4-ethyl- T T
59.0 460 480 500 520 540
m/z 41.10 9.98%
5000
31.0 410
‘ ‘ ‘ 700 830 101.0
0"I}ﬁql”'HI”'JIA“'I”'hl”"r”"lm"l”"H”"I”"I SR U S SRR
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 3 Benzene, 1,3-dimethyl- Concentration Rank 19

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

5.66 2.23 ng 106571 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 o-Xvlene 106 C8H10 000095-47-6 97
3 p-Xvlene 106 C8H10 000106-42-3 97
4 1.3-Cvclopentadiene. 5-(l-methvl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 87

Abundance Scan 313 (5.664 min): BF086374.D (-311) (-) m/z 91.10 100.00%
91.1
5000 106.1
391 511 g5y 771 | 540 560 5.80 6.00
Obrr ekl st el il e | m/Z 10610 48.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4977: Benzene, 1,3-dimethyl-
91.0
106.0
5000
5.40 5.60 5.80 6.00
w0 5L 770 m/z 105.10 21.50%
: : 65.0 :
“l}ﬁql'?hq"““'“'N““'lm"l“'wl“'“l“"lm'“l“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91.0
5.40 5.60 5.80 6.00
5000 106.0 m/z 77.10 11.85%
77.0
150 270 390 510 650
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4957: p-Xylene
91.0 5.40 5.60 5.80 6.00
m/z 51.10 9.64%
5000 106.0
270 39‘.0 51‘.0 65.0 77‘.0
O'W"“l'“hl“"w"WV“'lﬂh'w"m'“'lt"w““l'“'l' RN SR I L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Benzene, l-ethyl-2-methyl- Concentration Rank 15

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

6.36 2.64 ng 126281 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 92
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 70
4 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 70
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 70

Abundance Scan 374 (6.362 min): BF086374.D (-371) (-) m/z 105.10 100.00%
106.1
5000
69.0
6.00 6.20 6.40 6.60
0 ,ll|' al, Mol 2402 2R 77z 120,15 31.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9127: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.00 6.20 6.40 6.60
m/z 69.05 20.06%
m/z--> ﬁo Jo éo éo 160 150 140 160 180 200 220 240 260 280
Abundance
105.0
6.00 6.20 6.40 6.60
5000 m/z 55.10 16.51%
77.0
27.0 51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9123 Benzene, l,2,3—trimethy|— LI L L L L L L B
105.0 6.00 6.20 6.40 6.60
m/z 70.20 14.31%
5000
39.0 77.0
O N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 unknown6.60 Concentration Rank 2

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

6.60 60.76 ng 2905500 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 395 (6.602 min): BF086374.D (-393) (-) m/z 132.10 100.00%
130.1
5000 68.1
40.1 97'0 1151 ‘ 6.20 6.40 6.60 6.80 7.00
01 e I S m/z 68.10 44 _66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 32.39%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.40%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.77%
74.0
5000 98.0 116.0
0 T I‘I\I\I\I "'hl : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:!-5|8|q| — |]:8|9|()|
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Benzene, 1,4-diethyl- Concentration Rank 7

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

7.09 4.40 ng 210222 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 94
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 91
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 80

Abundance Scan 438 (7.093 min): BF086374.D (-436) (-) m/z 119.10 100.00%
105.1 119.1
5000 134.1
91.0
77.1
39.0 51.0 65.0 | | | 6.80 7.00 7.20 7.40
o VNSRS Y| B | NS [ m/z 105.10 96.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14328: Benzene, 1,4-diethyl-
1050 119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40
770 m/z 134.05 47 .23%
270 410 a0 650 I
O T T T T T T T T T T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.05 25.16%

91.0
150 27.0 390 510 50 'O

10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z-->
Abundance #14329: Benzene, 1,2-diethyl-

105.0 119.0 6.80 7.00 7.20 7.40

m/z 77.10 16.57%
5000 134.0
91.0
77.0
27.0 390 510 650
o ..,.1.5.'(.),...‘.‘,....‘,‘....i‘.‘...,.‘.‘..,...‘l‘,....‘,a‘...,.‘ll.,..‘a‘al....,..‘..,..

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Benzene, 1,3-diethyl- Concentration Rank 9

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

7.16 3.46 ng 165530 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 96
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 2- ethyl -1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 444 (7.162 min): BF086374.D (-442) (-) m/z 105.10 100.00%
105.1 119.1
5000 134.2
91.1
39.1 51.0 651 77|1 | 150.0 6.80 7.00 7.20 7.40
Obrrprrrrprrrr e ettt W bl 2220 Tm/z 119.10  95.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14331: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0
6.80 7.00 7.20 7.40
770 910 m/z 134.15 51.47%
27.0 39.0 51.0 450
0'W””PJW””M”WL”HLW”MP“W””PMW”NL”W”MP”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105.0 119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.10 30.62%
91.0
77.0
150 27.0 390 51.0 650
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14328: Benzene, 1,4-diethyl-
105.0 119.0 6.80 7.00 7.20 7.40
m/z 77.10 15.23%
5000 134.0
91.0
27\0 4\1\05130 65\0 ‘\ Il \M ! \\
0'W”'W”'W””I””I“”I””P'”P'”P'”P”'P”'P”W'”W”'W”'W' A R UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 12

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

7.62 3.15 ng 227719 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 484 (7.619 min): BF086374.D (-481) (-) m/z 119.10 100.00%
119.1
5000
910 7.20 7.40 7.60 7.80 8.00
39.1 : : : : :
ol dwsor o 2er1 391 47713420 50.41%
m/z--> 50 100 150 200 250 300 350
Abundance #14358: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
7.20 7.40 7.60 7.80 8.00
9 m/z 91.05 15.18%
1.0
41.0 ‘
A e —
m/z--> 50 100 150 200 250 300 350
Abundance
119.0
720 7.40 7.60 7.80 8.00
5000 m/z 135.10 11.45%
91.0
39.0
N s L L L S L
m/z--> 50 100 150 200 250 300 350
Abundance #14354: Benzene, 1,2,3,5-tetramethyl- ERAESEEEEEEESEY Ao Ran
119.0 7.20 7.40 7.60 7.80 8.00
m/z 133.10 10.52%
5000
39.0 gﬁo
o N
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00

8270-BF042216.M Mon Apr 25 14:21:38 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Benzene, 2-butenyl- Concentration Rank 14

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

7.80 2.98 ng 215818 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-butenvl- 132 C10H12 001560-06-1 90
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 86
3 Indan. 1-methvl- 132 C10H12 000767-58-8 86
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 83
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83

Abundance Scan 500 (7.802 min): BF086374.D (-498) (-) m/z 117.10 100.00%
117.1
5000 132.1

7.40 7.60 7.80 8.00 8.20

39.1 511 651 771 911 1041 |
o} St NS S-S || STV S m/z 132.10 38.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13579: Benzene, 2-butenyl-
117.0
132.0
5000
91.0 7.40 7.60 7.80 8.00 8.20
m/z 115.10 20.75%
N W P PR R T o | BTN | NN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117.0
7.40 7.60 7.80 8.00 8.20
5000 132.0 m/z 118.10 9.60%
91.0
27.0 39.0 51.0 65.0 77.0 105.0
B o R M o o o o S AR R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13567: Indan, 1-methyl-
117.0 7.40 7.60 7.80 8.00 8.20
m/z 116.10 8.98%
5000
132.0
91.0
70 80 510 880 mo [ amo ||
O P R e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20

8270-BF042216.M Mon Apr 25 14:21:39 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3

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

7.86 9.29 ng 672497 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 95
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 93
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 87

Abundance Scan 505 (7.859 min): BF086374.D (-503) (-) m/z 117.10 100.00%
117.1
5000 1301
51.0 65.1 -t 7.60 7.80 8.00 8.20
0 Bl A 2 VO 102 | Tm/z 132.10  36.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.60 7.80 8.00 8.20
0,
70 51.0 650 77,0 ‘ m/z 115.10 27 .94%
0..&%9“.M,”.“.”.mhnlﬂt..nwp.nuh.}%ﬁg.”l“.ﬂhﬂ.q.”.“.”,”.q
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 131.10 19.08%
39.0 91.0
. 26,0 52.0 850 770 104.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.10 17.66%
39.0 91.0
0 ..“...,??fﬁ...“u..ﬁ%f?w?fﬂ?“T?;?.”.,L..ﬁQﬂTPP.hl...an..,..”,...w...., HRAE SRR AU R S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20

8270-BF042216.M Mon Apr 25 14:21:39 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 15 2-Ethyl-2,3-dihydro-1H-indene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.41 2.33 ng 168873 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvl-2.3-dihvdro-1H-i1ndene 146 C11H14 056147-63-8 91
2 Bicvclol4.2.11Tnona-2.4.7-triene.... 146 Cl11H14 1000164-42-6 83
3 Benzene. l-pentenvl- 146 Cl1l1H14 000826-18-6 64
4 trans-1-Phenvl-1-pentene 146 C11H14 016002-93-0 64
5 Benzene, (1-ethyl-1-propenyl)- 146 C11H14 004701-36-4 60
Abundance Scan 553 (8.407 min): BF086374.D ( 548) (-) m/z 117.05 100.00%
11f.

5000 131.1 146.2

411 551 601 8.00 8.20 8.40 8.60 8.80

166.1

0f m/z 146.20 43 .32%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20713: 2-Ethyl-2,3-dihydro-1H-indene
117.0
146.0
5000
oto 131.0 8.00 820 840 8.60 8.80
1 m/z 131.10 41.24%
51.0 65.0 77.0 ‘ 1030 || \
O e T e T
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
117.0
8.00 820 8.40 8.60 8.80
5000 91.0 m/z 115.10 31.27%
146.0
131.0
390 519 650 77.0 105.0
ol 26.0
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20699: Benzene, 1-pentenyl- R B
117.0 8.00 820 8.40 8.60 8.80
m/z 91.05 18.55%
5000
91,0 1040 146.0
28.0 51.0 65.0 77.0 ‘ ‘ 131.0
Ohrrrrrebrrrredprrre e et e bbb R B m e
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.00 820 8.40 8.60 8.80

8270-BF042216.M Mon Apr 25 14:21:40 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 16 Benzocycloheptatriene Concentration Rank 16

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

8.93 2.48 ng 179888 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzocvcloheptatriene 142 C11H10 000264-09-5 70
2 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 70
3 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 70
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 70
5 2-Cyclopenten-1-ol, 1-phenyl- 160 C11H120 056667-10-8 49

Abundance Scan 599 (8.933 min): BF086374.D (-597) (-) m/z 142.10 100.00%
14p.1
w1m1mo'ﬁlwllﬁl | 1301 ‘ 160.2 8.60 8.80 9.00 9.20
O prrrr el lerb st bt el o Al 1802 0 TRz7T 141 10 88. 36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18493: Benzocycloheptatriene
141.0
A
5000 A LS N LN U
115.0 8.60 880 9.00 9.20
630 m/z 131.05 44 _12%
o270 390510 ®27 750 890 1020 | 1200 |
D S OO I I
Abundance
141.0
8.60 8.80 9.00 9.20
5000 1180 m/z 115.10 39.86%
oL 270 39.0 510 830 755 89.0 155 127.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18499: Naphthalene, 1-methyl- R e ERARE
142.0 8.60 8.80 9.00 9.20
m/z 146.10 31.71%
5000 115.0
27.0 39.0 51.0 630 759 8901020“1270 ‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 17 Tridecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.31 ng 191661 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Eilcosane 282 C20H42 000112-95-8 83
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 83
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 761 (10.785 min): BF086374.D (-759) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

113.2 140.2 168.1 197.1219.9 249.9

0 m/z 43.10 74.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45543: Tridecane
57.0
5000 850 | LI LB LB LN BB
10.40 10.60 10.80 11.00
29.0 m/z 71.10 67 .58%
oy b (20 1000 1880
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T
10.40 10.60 10.80 11.00
5000 m/z 85.10 45.40%

85.0
29.0
113.0 1410 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #151357: Octadecane, 1-iodo- R e R o o

57.0 10.40 10.60 10.80 11.00

m/z 41.10 30.25%
5000 85.0
29.0
0 L s 1890 1830 2110 2530

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10. 60 10. 80 11. 00

8270-BF042216.M Mon Apr 25 14:21:42 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 18 Tridecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.89 3.09 ng 256194 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 15
Abundance Scan 858 (11.894 min): BF086374.D (-856) (-) m/z 73.10 100.00%
43.1 31
5000 1291
97.1 e~ Ehihisscictustas
157.2 1852 213-22 o 256.3 11.60 11.80 12.00 12.20
0! . m/z 60.10 82.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
430 | 730
5000 R BRI BN UL SULR
nmnmnmnm
1200 o 2140 m/z 43.10  78.69%
97.0 :
0 ,.L. A ...,... .,}??.?.. N N,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11,60 11.80 12,00 12.20
m/ 57.10 69 .66Y%
5000 129.0 z 0
185.0 228.0
97.0
0 e ﬂ\NJLJ/\Nf\JdAxﬂfﬂ~ﬂ-_,/L
m/z--> 25 46 éo 85 160 150 150 1éo 180 200 220 250 2éo
Abundance #83686: Pentadecanoic acid Al EEAE S R
43.0 730 11.60 11.80 12.00 12.20
m/z 55.10 65.21%
5000 129.0 HuvAVMJL\INAjﬁkwvva/NmeAF
0! R o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

8270-BF042216.M Mon Apr 25 14:21:42 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086374.D

Aca On : 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 19 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.68 3.39 ng 220640 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30
Abundance Scan 927 (12.682 min): BF086374.D (-924) (-) m/z 73.10 100.00%
431 731
5000 129.1
12.40 12.60 12:80 13.00
(o} m/z 43.10 83.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 SR BN SN SUNRR B
12.40 12.60 12.80 13.00
m/z 57.10 77 .59%
O}QQJ”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 12.40 12.60 12.80 13.00
m/ 55.10 74 .44Y%
5000 1290 4 0
185.0 228.0
97.0
o 157.0 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid e e ERRES BE s
73.0 12.40 12.60 12.80 13.00
43.0 m/z 60.10 74 .36%
5000 129.0
171.0
97.0 214.0
(o} o . o o o SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 12%0 12%0 1350

8270-BF042216.M Mon Apr 25 14:21:43 2016 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042216\
Data File : BF086374.D

Acq On = 23 Apr 2016 6:48

Operator : UM/SJ

Sample : H2634-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042216_.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... 5.00 4.0 ng 192746 1 6.84 956359 20.0
Benzene, 1,3-dime... 5.66 2.2 ng 106571 1 6.84 956359 20.0
Benzene, l-ethyl-_.. 6.36 2.6 ng 126281 1 6.84 956359 20.0
unknown6 .60 6.60 60.8 ng 2905500 1 6.84 956359 20.0
Benzene, 1,4-diet... 7.09 4.4 ng 210222 1 6.84 956359 20.0
Benzene, 1,3-diet... 7.16 3.5 ng 165530 1 6.84 956359 20.0
Benzene, 1,2,3,4-_.. 7.62 3.1 ng 227719 2 8.12 1447920 20.0
Benzene, 2-butenyl- 7.80 3.0 ng 215818 2 8.12 1447920 20.0
Benzene, 2-etheny... 7.86 9.3 ng 672497 2 8.12 1447920 20.0
2-Ethyl-2,3-dihyd. .. 8.41 2.3 ng 168873 2 8.12 1447920 20.0
Benzocycloheptatr. ... 8.93 2.5 ng 179888 2 8.12 1447920 20.0
Tridecane 10.78 2.3 ng 191661 4 11.36 1657870 20.0
Tridecanoic acid 11.89 3.1 ng 256194 4 11.36 1657870 20.0
Octadecanoic acid 12.68 3.4 ng 220640 5 13.99 1300870 20.0
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