LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H5957-01 CH-1767-A-COMP

ALS Vial : 7 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-BF120916.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 4.967 249 252 258 rBVY 1983430 2607384 36.53% 2.471%
2 5.401 287 290 292 rVB 5877903 6777844 94_.97% 6.423%
3 5.641 310 311 314 rVB 197898 178973 2.51% 0.170%
4 6.442 378 381 383 rBY 5385514 7137084 100.00% 6.764%
5 6.567 389 392 394 rVB 6164750 7016410 98.31% 6.649%
6 6.796 410 412 414 rBVY 1663374 1725534 24.18% 1.635%
7 6.944 423 425 428 rBV 3953772 4855696 68.03% 4.602%
8 7.070 433 436 438 rVB3 40218 76521 1.07% 0.073%
9 7.356 458 461 463 rVB 4140416 3934854 55.13% 3.729%
10 7.447 467 469 471 rBvV2 80132 116143 1.63% 0.110%

11 7.516 471 475 477 rBv4 44695 114726 1.61% 0.109%
12 7.584 477 481 482 rBV3 69085 165334 2.32% 0.157%
13 7.607 482 483 485 rVB 111011 76835 1.08% 0.073%
14 7.676 485 489 491 rBV2 61165 150133 2.10% 0.142%
15 7.722 491 493 495 rVB2 194482 229583 3.22% 0.218%

16 7.847 501 504 507 rBv4 81958 184984 2.59% 0.175%
17 7.905 507 509 511 rBV3 114201 143968 2.02% 0.136%
18 7.973 511 515 518 rBv4 146202 407335 5.71% 0.386%
19 8.076 521 524 528 rBV 2546784 2642683 37.03% 2.504%
20 8.156 528 531 532 rBv2 165269 245845 3.44% 0.233%

21 8.259 538 540 541 rBvV2 119487 193356 2.71% 0.183%
22 8.293 541 543 544 rvV 236818 229403 3.21% 0.217%
23 8.373 548 550 551 rvv2 270145 335772 4._.70% 0.318%
24 8.430 551 555 557 rvv5 161731 373827 5.24% 0.354%
25 8.510 560 562 564 rvv2 656930 1168623 16.37% 1.107%

26 8.579 567 568 570 rBvV 176261 312550 4._.38% 0.296%
27 8.625 570 572 575 rvv3 357967 514205 7.20% 0.487%
28 8.773 583 585 588 rvB3 391058 669357 9.38% 0.634%
29 8.830 588 590 591 rBvV 406448 531429 7.45% 0.504%
30 8.865 591 593 594 rBvV2 254273 289995 4._.06% 0.275%

31 8.967 600 602 603 rBv2 343203 351717 4._.93% 0.333%
32 9.036 607 608 609 rBvV 272059 258425 3.62% 0.245%
33 9.070 609 611 613 rvv2 487269 655002 9.18% 0.621%
34 9.116 613 615 616 rVB 1132714 1209751 16.95% 1.146%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H5957-01 CH-1767-A-COMP

ALS Vial : 7 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.162 616 619 621 rBVY 6596433 6960101 97.52% 6.596%

36 9.196 621 622 623 rBvV 93837 107156 1.50% 0.102%
37 9.242 623 626 628 rBv2 1186591 1833966 25.70% 1.738%
38 9.550 651 653 656 rBv2 2846460 4655289 65.23% 4.412%
39 9.608 656 658 661 rvB3 514983 735098 10.30% 0.697%
40 9.699 665 666 668 rBv2 975501 1604215 22.48% 1.520%

41 9.745 668 670 672 rvB2 1745031 2348463 32.91% 2.226%
42 9.790 672 674 675 rBV 674966 1005852 14.09% 0.953%
43 9.836 675 678 680 rvB2 2827253 3601097 50.46% 3.413%
44 9.882 680 682 684 rBvV 854156 1199985 16.81% 1.137%
45 10.099 700 701 704 rBv2 736082 881325 12.35% 0.835%

46 10.156 704 706 709 rvv3 592298 1311671 18.38% 1.243%
47 10.202 709 710 712 rVvv2 486909 652691 9.15% 0.619%
48 10.248 712 714 716 rBV3 689202 855110 11.98% 0.810%
49 10.499 734 736 738 rVB 1631222 1589903 22.28% 1.507%
50 10.625 745 747 749 rBV 3478194 3594448 50.36% 3.406%

51 10.762 756 759 762 rVB 4255812 4713168 66.04% 4._467%
52 11.231 798 800 802 rvVB 2050984 2395676 33.57% 2.270%
53 11.311 805 807 813 rBV2 1347223 2343626 32.84% 2.221%
54 12.522 911 913 915 rVB 1336294 1136611 15.93% 1.077%
55 12.751 930 933 934 rBV 1018019 969011 13.58% 0.918%

56 12.899 944 946 949 rVB 5516962 5505612 77.14% 5.218%
57 12.968 950 952 956 rvB4 177351 326767 4._.58% 0.310%
58 13.185 969 971 974 rVB 176975 295288 4.14% 0.280%
59 13.585 1003 1006 1010 rVB 153987 275854 3.87% 0.261%
60 13.688 1013 1015 1017 rBV 148465 213427 2.99% 0.202%

61 13.802 1022 1025 1029 rVB4 301323 565617 7.93% 0.536%
62 13.939 1034 1037 1044 rVB2 1798479 2927508 41.02% 2.774%
63 14.328 1069 1071 1073 rVvV 135067 145945 2.04% 0.138%
64 14.362 1073 1074 1076 rVB 121428 105157 1.47% 0.100%
65 14.957 1123 1126 1130 rBV 507383 1031369 14.45% 0.977%

66 15.048 1133 1134 1137 rVB 122796 148522 2.08% 0.141%
67 15.231 1148 1150 1153 rVB 287739 385729 5.40% 0.366%
68 15.288 1153 1155 1158 rVvVv 306741 396510 5.56% 0.376%
69 15.357 1158 1161 1171 rVB 1251257 1880772 26.35% 1.782%
70 16.705 1276 1279 1283 rBV2 183261 357505 5.01% 0.339%

71 16.923 1296 1298 1305 rVB3 50959 163166 2.29% 0.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 17.117 1311 1315 1322 rVB 141648 323232 4_.53% 0.306%
73 19.357 1507 1511 1514 rBV 30860 98299 1.38% 0.093%

Sum of corrected areas: 105522022
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000
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10.50 11.23

4000000

3000000{ 8.08

9.74
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Time--> 8

.00

9.50

10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

8.50 9.00
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7000000

6000000

5000000

4000000

3000000

2000000

0

1000000

TIC: BF091592.D

13.94

16.7116.947.12 19.36

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 4

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

4.97 30.22 ng 2607380 1,4-Dichlorobenzene-d4 6.80
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 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 252 (4.967 min): BF091592.D (-249) (-) m/z 43.05 100.00%
43.0
59.1
5000
O 450 480 5.00 520 540
83.0 : : : : :
...,....,....,....',':...,..:I,...?,1;9..,.~...,...:,....,....,....,....,...., m/z 59.10 58.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS R R I
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 20.17%
"'I”"I'?T:?""P"'I""I"Zq4q"??:g'l'”'l'l"l""l”"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 250 450 500 520 540
5000 m/z 58.10 15.63%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester s e N R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.14%
5000 41.0
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.57 Concentration Rank 1

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

6.57 81.32 ng 7016410 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 392 (6.567 min): BF091592.D (-389) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 AR ARSI S
40.0 540 6.20 6.40 6.60 6.80 7.00
0 gL0 e — m/z 68.10 39.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SRR SR R R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 34 .55%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24 .40%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.40%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN A W | E—
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Octane, 2,6-dimethyl- Concentration Rank 9

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

8.51 8.84 ng 1168620 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 90
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 59
3 Dodecane. 1-iodo- 296 C12H251 004292-19-7 59
4 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 59
5 Threitol, 2-0-octyl- 234 C12H2604 163776-14-5 59

Abundance Scan 562 (8.510 min): BF091592.D (-560) (-) m/z 57.10 100.00%

517.1
711
43.1
5000

97.1 113.1 8.20 8.40 8.60 8.80
165.2
el e 183 o 1882 m/z 71.10 76.51%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #18457: Octane, 2,6-dimethyl-

43.0

g
o

5000 LI L L L L L LB |
8.20 8.40 8.60 8.80
m/z 43.10 58.45%
270 85.0 113.0
el el S| 12701420
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
43.0 R R EEERE RS
8.20 8.40 8.60 8.80
5000 m/z 41.10 32.77%
29.0

720 97,0 130 13301490

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

Abundance #114972: Dodecane, 1-iodo- s o R R

57.0 8.20 8.40 8.60 8.80
m/z 56.10 21.29%

5000 43.0 85.0
99.0
23'0 L‘ L, | 1270 15? 0169 0183.0

ettt R REREE L

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1.alpha.,2.beta.,3.alpha.,4... Concentration Rank 18

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

8.62 3.89 ng 514205 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.alpha..2.beta..3.alpha..4.beta... 126 C9H18 002532-67-4 52
2 6-Dodecene. (E)- 168 C12H24 007206-17-9 52
3 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 49
4 trans-2-Methvl-3-octene 126 C9H18 052937-36-7 46
5 4-Dodecene, (E)- 168 C12H24 007206-15-7 38

Abundance Scan 572 (8.625 min): BF091592.D (-570) (-) m/z 69.10 100.00%
6d.1
5000 v/\/}\fAApA/\ﬁj\hﬂw\pAy\ﬁ\fﬁ[
111.1
IR R R
196.2 8.20 8.40 860 8.80 9.00
- 1321 341.0 42921 "m/z 55.10 61.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #11270: 1.alpha.,2.beta.,3.alpha.,4.beta.- Tetramethylcyclo...
69.0
5000 IR RS R
8.20 8.40 860 8.80 9.00
27-7 126.0 m/z 41.10 53.04%
A B o B
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
820 8.40 8.60 8.80 9.00
5000 m/z 57.10 48.37%
97.0 168.0
mz-> 50 100 150 200 250 300 350 400
Abundance #6558: 1-Hexene, 3,3-dimethyl- e B o B
69.0 8.20 8.40 860 8.80 9.00
m/z 56.10 45.51%
- W
27.0 112.0
"MUHM‘ﬁ'“”'"|""|"”|""|""|""|"" IR R R
m/z--> 50 100 150 200 250 300 350 400 8.20 840 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown8.77 Concentration Rank 12

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

8.77 5.07 ng 669357 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(2.6.6-trimethyv... 192 C13H200 014901-07-6 22
2 Butvric acid. thio-. S-pentvl ester 174 C9H180S 002432-53-3 11
3 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 11
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 10
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 10

Abundance Scan 585 (8.773 min): BF091592.D (-583) (-) m/z 57.10 100.00%
1 177.2
USRI SRS L I I
8.40 8.60 8.80 9.00
m/z 177.20 91.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50518: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-y)-
177.0
43.0
5000
8.40 8.60 8.80 9.00
123, m/z 71.10 80.04%
15.0 ‘ 1 107.0 149.0 192.0
”\Ill\l\”‘l | m ‘M U\ o i \M‘ ..“l,....,....‘,..l.,.
m/z--> 20 o 80 100 120 140 160 180 200
Abundance
71.0
430 840 860 880 9.00
5000 m/z 179.20 70.42%
28.0 g7.0 1950 1310 1560 1740
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1768: 3-Buten-2-ol, 2-methyl- PP
71.0 8.40 8.60 8.80 9.00
43.0 m/z 43.10 51.77%
5000
27.0
‘H ‘ ‘ ‘\ [ 1 86 O
m/z--> ' ' ' 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 840 8. 60 880 9. I00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown8.83 Concentration Rank 17

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

8.83 4.02 ng 531429 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1-Benzopvran. 3.4.4a.5.6.8a-h... 194 C13H220 063335-66-0 25
2 2(3H)-Benzothiazolone. 3-methyl-... 179 C8H9N3S 001128-67-2 22
3 Imidazololl.2-alpvrimidine-2.5(1... 179 C8H9N302 053854-19-6 18
4 Benzoic acid. 4-nitroso-. ethvl ... 179 C9H9NO3 007476-79-1 15
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 14

Abundance Scan 590 (8.830 min): BF091592.D (-588) (-) m/z 179.20 100.00%
69.1 179.2

5000

8.40 8.60 8.80 9.00 9.20
m/z 69.10 85.08%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52032: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,5,8a-...
179.0
5000 INRESE SRR SRR
43.0 69.0 8.40 860 8.80 9.00 9.20
107.0 m/z 55.10 63.72%
27.0 910
— .‘.‘. e bl .Hl‘Hl .‘ - M }?:??:!':?8'9 i .1.63'.0. — l I:!.9I4ICI)I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
179.0
8.110 8.%0 8.|80 9.60 9.'20
5000 163.0 m/z 109.10 54 _.28%
109.0  136.0

280 450 50  gg9

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42092: Imidazolo[1,2-a]pyrimidine-2,5(1H,3H)-dione, 3,7-d... IR B e o e e
150.0 179.0 8.40 8.60 8.80 9.00 9.20
m/z 41.10 51.39%
109.0
39.0
54.0

T

w\w\ NS N A N O —
m/z--> 20 40 80 100 120 140 160 180 200 8. 40 8.60 8. 80 9. OO 9.20

8270-BF120916.-M Thu Dec 15 17:00:42 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown9.07 Concentration Rank 20

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

9.07 3.64 ng 655002 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane-2-methanol... 154 C10H180 000514-99-8 20
2 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 20
3 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 18
4 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 18
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 14

Abundance Scan 611 (9.070 min): BF091592.D (-609) (-) m/z 81.10 100.00%
81.1
5000
880 9.00 9.20 9.40
0 m/z 69.10 73.32%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #25662: Bicyclo[3.1.1]heptane-2-methanol, 6,6-dimethyl-
41.0 69.0
123.0
5000 93.0 HRRE UL R R I
8.80 9.00 9.20 9.40
m/z 55.10 64 .94Y%
_— l“. Al -‘*M\ O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
880 9.00 9.20 9.40
5000 m/z 41.10 64 .04%
110.0
39.0 ¢
15.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #5810: Cyclohexane, ethylidene- I
81.0 8.80 9.00 9.20 9.40
m/z 123.10 51.51%
5000
41.0 110.0
”'I'"'P"'?§P”I""I”"I"'W""I'”'I'"'P"'I U UL R R I
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF120916.M Thu Dec 15 17:00:43 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 9 Decahydro-4,4,8,9,10-pentam... Concentration Rank 7

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

9.24 10.19 ng 1833970 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 53
2 1-(P-FLUOROPHENYL)Y-4-PIPERIDONE 193 C11H12FNO 1000238-56-7 27
3 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 25
4 Cvclopentane. 1.1.3.4-tetramethv... 126 C9H18 020309-77-7 22
5 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 22

Abundance Scan 626 (9.242 min): BF091592.D (-623) (-) m/z 193.20 100.00%
6.1 198.2
5000
210.3 9.00 9.20 9.40 9.60
. m/z 69.10 79.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 RSN AR AR LR
9.00 9.20 9.40 9.60
J m/z 55.10 71.96%
151.0
s o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193.0
1250 900 9.20 9.40 9.60
5000 ' m/z 41.10 61.54%
150.0
95.0
26.0 420 g8 750 176.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6616: Cyclopentane, 1,1,3-trimethyl- I s e S R
55.0 9.00 9.20 9.40 9.60
m/z 123.10 57.24%
83.0
5000
27.0
"'w""w"|“"|'“'|}}%2"'w"'w""w"'w"'l IRRBE UL RN RN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF120916.M Thu Dec 15 17:00:44 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

Sample : H5957-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2,6-Heptadienal, 2,4-dimethyl- Concentration Rank 8

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

9.70 8.91 ng 1604220 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 55
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 38
3 Cvclohexane. 1.3-dimethvl-2-meth... 124 C9H16 020348-74-7 25
4 Cvclohexane. 1.3-dimethvl-2-meth... 124 C9H16 019781-47-6 25
5 1H-Indene, octahydro-2,3a,4-trim... 208 C15H28 031230-13-4 22

Abundance Scan 666 (9.699 min): BF091592.D (-665) (-) m/z 69.10 100.00%
41.1
5000
9.40 9.60 9.80 10.00
R R m/z 41.10 84 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16911: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
69.0
5000 L S I RN B
9.40 9.60 9.80 10.00
m/z 109.10 83.62%
.??',Q‘.‘..‘i‘;.‘. -‘|-‘ L \H‘ m\ .‘.‘..l‘..].-3.8.(.)... e
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
193.0
1230 "ok Sk sh 100
5000 69.0 9.0 m/z 55.10 80.40%
151.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10393: Cyclohexane, 1,3-dimethyl-2-methylene-, trans- R B
67.0 9.40 9.60 9.80 10.00
m/z 83.10 71.19%
109.0
5000 410
E??W‘.wﬁwwﬂ ,.”#,”..“.....” N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF120916.M Thu Dec 15 17:00:44 2016

CH-1767-A-COMP
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1-Bromo-1-methyl-1-silacycl... Concentration Rank 6

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

9.74 13.04 ng 2348460 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromo-1-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 68
2 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 35
3 Silane. T(1ll1-bromoundecvDoxvltr... 322 C14H31BrOSi 026305-83-9 27
4 2-Anthracenamine 193 C14H11IN 000613-13-8 25
5 3,5-Octadiene, 4,5-diethyl-3,6-d... 194 C14H26 061233-79-2 25

Abundance Scan 670 (9.745 min): BF091592.D (-668) (-) m/z 193.20 100.00%
97.1 198.2
411 494
5000 123.1
w2 | 350 550 30 1000
Lﬁ%lnﬁwmm m/z 97.10 86.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50665: 1-Bromo-1-methyl-1-silacyclohexane

91.0 177.0

soo0] 430 151.0 e
23.0 9.40 9.60 9.80 10.00
m/z 41.10 80.81%

7.0

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

55.0

9.40 9.60 9.80 10.00
5000 m/z 55.10 78.65%

20.0 83.0
109.0 156.0 182.0

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

Abundance #128695: Silane, [(11-bromoundecyl)oxy]trimethyl- R REa o EEAEam
55.0 97.0 9.40 9.60 9.80 10.00
m/z 69.10 76.13%
5000
169.0
139.0 193.0 227.0 264.0 309.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 940 9.60 980 10.00

8270-BF120916.M Thu Dec 15 17:00:45 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown10.10 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.10 4.89 ng 881325 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 46
2 Nonadecane 268 C19H40 000629-92-5 43
3 1.3-Dimethvilcvclopentanol 114 C7H140 019550-46-0 38
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 38
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 35
Abundance Scan 701 (10.099 min): BF091592.D (-700) (-) m/z 57.10 100.00%
57.1  13B.1
204.2 "'9.80 10.00 10.20 1040
VD ¥ 11 111 m/z 133.10 96.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57.0
5000 LRI UL BN SULRN B
9.80 10.00 10.20 10.40
m/z 71.10 93.93%
| H 1.0 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

{

9.80 10.00 10.20 10.40
5000 m/z 43.10 85.00%

113.0 169 0 268 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

i

Abundance #7360: 1,3-Dimethylcyclopentanol e e e a maa

43.0 9.80 10.00 10.20 10.40
m/z 85.10 65.44%

5000
9.0
| |

et B e R e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 9.80 10.00 10.20 10.40

8270-BF120916.-M Thu Dec 15 17:00:46 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.16 7.28 ng 1311670 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 95
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 90
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 90
4 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 64
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 50
Abundance Scan 706 (10.156 min): BF091592.D (-704) (-) m/z 170.10 100.00%
170.1
193.2
5000
9.80 10.00 10.20 10.40
2231.2 m/z 155.10  89.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36210: Naphthalene, 1,4,6-trimethyl-
155.0
5000 LUV AR SRS B
9.80 10.00 10.20 10.40
128.0 m/z 193.20 72.67%
63.0
---.---‘?‘?9-‘--.‘---i‘gfﬁ?-l-o.z-f’-‘-.-‘-‘--“-w-“l.w-“--.----.----.----.-
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
170.0
9.80 10.00 10.20 10.40
5000 m/z 83.10 61.26%
152.0
270 510 76.0 nmolﬁo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36212: Naphthalene, 2,3,6-trimethyl- A AT o
170.0 9.80 10.00 10.20 10.40
m/z 69.10 55.06%
5000
27.0 510 760 1gpq 1280 1520 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF120916.-M Thu Dec 15 17:00:46 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.25 4.75 ng 855110 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_1Tundeca-3... 222 C13H1803 070412-52-1 53
2 1H-Pvrazole. 1.3.4.5-tetramethvl- 124 C7H12N2 001073-20-7 47
3 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 45
4 Bromo-4-fluoroacetophenone 216 C8H6BrFO 000403-29-2 38
5 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02 1000280-68-6 38
Abundance Scan 714 (10.248 min): BF091592.D (-712) (-) m/z 123.10 100.00%
128.1
5000
69.1 95.1
411 207.2 N —
451 1731 10.00 10.20 10.40 10.60

2483 m/z 109.10 39.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #70694: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
123.0
43.0
5000 179.0 LA L B L B
2920 10. OO 10. 20 10 40 10. 60
: m/z 95.10 36.93%
95.0 ‘
oot g b MOS0 | 2080
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123.0
R AR RRRES T
10.00 10.20 10.40 10.60
5000 m/z 69.10 32.84%
56.0
27.0 82.0
N B e e R e o R B e ERRa R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16833: 1-Trimethylsilylpent-1-en-4-yne R AR RRRES T
123.0 10.00 10.20 10.40 10.60
m/z 81.10 31.90%
43.0
5000
73.0 95.0
. ‘M Wu\\ S OO O (R
m/z--> 20 100 120 140 160 180 200 220 240 10. OO 10. 20 10 40 10. 60

8270-BF120916.M Thu Dec 15 17:00:47 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.50 8.83 ng 1589900 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 736 (10.499 min): BF091592.D (-734) (-) m/z 57.10 100.00%
51.1
85.1
113.1 169.1 10.20 10.40 10.60 10.80
Obrrr et e e e 28R T 2022 2398 0 Tnzz o 71.10 55.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73966: Hexadecane
57.0
5000 85.0 SRR AR SRR ARSUNARRE
10 20 10. 40 10.60 10.80
90,0 113.0 m/z 43.10 45 .36%
LT o 1690 197 226.0
m/z--> ﬁo 45 eb éo 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance
57.0
110.20 10.40 10.60 10.80
5000 m/z 85.10 27.83%
29.0 85.0
130 1410 1830
Wﬂmﬂwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- Ao R B
57.0 10.20 10.40 10.60 10.80
m/z 41.10 21.16%
5000 85.0 J“AdNNNA\J\VA“ﬁV/VJ\w\-1
‘ ‘ I . \11?0‘1410 1830 2110 239.0 2670 2960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10. 40 10. 60 10.80

8270-BF120916.M Thu Dec 15 17:00:48 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.76 40.22 ng 4713170 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 87
3 Decane. 5-propvl- 184 C13H28 017312-62-8 83
4 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 74
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
Abundance Scan 759 (10.762 min): BF091592.D (-756) (-) m/z 57.10 100.00%
57.1
85.1
131 1040 1060 1030 1100
183.2 : : : :
O prrrey ..|,.."..,:...‘l,..!l.,..l.f”.ﬁ. o2 2442 82980 Tnyz 71.10  78.82%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64588: Dodecane, 2,6,11-trimethyl-
43.0 71.0
5000 AUV IS
10,40 10.60 10.80 11.00
m/z 43.10 56.35%
113.0
‘ ‘ I M\ \\‘ H \‘141 0 169 0 197 0

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

%

Abundance
57.0
R R AR
10.40 10.60 10.80 11.00
5000 m/z 85.10 29.37%
85.0
112.0
30.0 141.0 1830 2260
Wmﬂrrmwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45547: Decane, 5-propyl- A S M B T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 25.65%
5000 85.0 )\&/\V‘A‘A«J\
29.0‘
112.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10 60 10. 80 11. OO

8270-BF120916.M Thu Dec 15 17:00:48 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
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 19 1-Docosene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.80 3.86 ng 565617 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
Abundance Scan 1025 (13.802 min): BF091592.D (-1022) (-) m/z 57.10 100.00%
I M/\‘/w
5000
111.1
139.1 215.1 244.1 13.40 13.60 13.80 14.00 14.20
L 1 A7pT, 1781 21512401 28013082 | n ea 0 BE a6t
m/z--> 50 100 150 200 250 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 LR SRR DU BN B
29.0 anmnmmmmm
: m/z 43.10  79.35%
Pzao
_ \,\‘ A, | ,\H\ Aoyl iss0asvo 30
m/z--> 50 100 150 200 250 300
Abundance
57.0 83.0
13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 55.10 74.21%
139.0167.0 196.0020.0  266.0294.0370 o J\/\J\/WA
m/z--> éo 160 150 200 250 360 '
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester A RREEE RS E ST
57.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 74 .20%
83.0
5000
111.0
29.0
L ‘ | “L [13001690 2100230 539
m/z--> % m 150 200 250 %o ! anmnmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091592.D

Aca On : 14 Dec 2016 18:56

Operator : UM/SJ

ﬁ?ggle i H5957-01 CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 20 Benzo[e]pyrene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.23 4.10 ng 385729 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 98
3 Benzolalpvrene 252 C20H12 000050-32-8 96
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 1150 (15.231 min): BF091592.D (-1148) (-) m/z 252.10 100.00%
25p.1
5000
1200 15.00 15.20 15.40 15.60
224.1 - - - -
ob—200 810 J A 1011871 T Ml 28r2 36541 sz 250.05  29.53%
m/z--> 50 100 150 200 250 300 350
Abundance #89820: Benzo[e]pyrene
25
5000
15.00 15.20 15.40 15.60
126.0 m/z 253.10 21.23%
41.0 91.0 | ‘H ‘ 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 18.20%
125.0
17.0 50.0 83.0 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance #89819: Benzo[a]pyrene T T
252.0 15.00 15.20 15.40 15.60
m/z 126.00 15.74%
B W
126.0
510 830 | | 1720 2240 | WJ

m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\

Data File : BF091592.D

Acq On : 14 Dec 2016 18:56 Instrument :
Operator : UM/SJ BNA_F

Sample - H5957-01 ClientSampleld :
Misc : CH-1767-A-COMP
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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_97 30.2 ng 2607380 1 6.80 1725530 20.0
unknown6 .57 6.57 81.3 ng 7016410 1 6.80 1725530 20.0
Octane, 2,6-dimet... 8.51 8.8 ng 1168620 2 8.08 2642680 20.0
1.alpha.,2.beta.,... 8.62 3.9 ng 514205 2 8.08 2642680 20.0
unknown8.77 8.77 5.1 ng 669357 2 8.08 2642680 20.0
unknown8 .83 8.83 4.0 ng 531429 2 8.08 2642680 20.0
unknown9 .07 9.07 3.6 ng 655002 3 9.84 3601100 20.0
Decahydro-4,4,8,9... 9.24 10.2 ng 1833970 3 9.84 3601100 20.0
2,6-Heptadienal, ... 9.70 8.9 ng 1604220 3 9.84 3601100 20.0
1-Bromo-1-methyl-_._. 9.74 13.0 ng 2348460 3 9.84 3601100 20.0
unknown10.10 10.10 4.9 ng 881325 3 9.84 3601100 20.0
Naphthalene, 1,4,... 10.16 7.3 ng 1311670 3 9.84 3601100 20.0
2,11-Dioxabicyclo... 10.25 4.8 ng 855110 3 9.84 3601100 20.0
Hexadecane 10.50 8.8 ng 1589900 3 9.84 3601100 20.0
Dodecane, 2,6,11-... 10.76 40.2 ng 4713170 4 11.32 2343630 20.0
1-Docosene 13.80 3.9 ng 565617 5 13.94 2927510 20.0
Benzo[e]pyrene 15.23 4.1 ng 385729 6 15.36 1880770 20.0
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