LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.327 122 126 130 rVvv 127076 255860 7.31% 0.755%
2 3.407 130 133 141 rVB2 19112 44107 1.26% 0.130%
3 4.047 187 189 195 rBV3 21523 47048 1.34% 0.139%
4 4.755 249 251 256 rBY 377036 536299 15.33% 1.581%
5 5.178 284 288 292 rBvV2 71778 118096 3.37% 0.348%
6 5.247 292 294 302 rBV 1506332 1677369 47.94%  4.946%
7 6.287 382 385 386 rBY 339360 483986 13.83% 1.427%
8 6.310 386 387 394 rvVB 918103 1104609 31.57% 3.257%
9 6.413 394 396 399 rBV 2640878 2714021 77.56% 8.003%
10 6.641 413 416 418 rBV 683719 776837 22.20% 2.291%

11 6.790 427 429 434 rBV2 2268374 3122553 89.24% 9.208%
12 6.893 436 438 441 rVV 134217 117980 3.37% 0.348%
13 6.984 442 446 448 rVB 219850 280559 8.02% 0.827%
14 7.213 460 466 468 rBvV2 2020598 2986149 85.34% 8.806%
15 7.293 470 473 474 rVv2 64273 66053 1.89% 0.195%

16 7.338 474 477 478 rVB 88536 115381 3.30% 0.340%
17 7.418 482 484 486 rVB 568341 490180 14.01% 1.445%
18 7.498 486 491 492 rVB2 29496 61550 1.76% 0.182%
19 7.578 496 498 504 rBV3 152515 383915 10.97% 1.132%
20 7.670 504 506 508 rBV 1117363 1163855 33.26% 3.432%

21 7.704 508 509 510 rBV 58722 45865 1.31% 0.135%
22 7.761 510 514 516 rVvB3 126023 222144 6.35% 0.655%
23 7.807 516 518 519 rVB 51847 55705 1.59% 0.164%

24 7.864 519 523 526 rBvV2 71464 150497 4_30% 0.444%
25 7.921 526 528 532 rBV 946933 1348595 38.54% 3.977%

26 7.978 532 533 535 rvB 261901 196240 5.61% 0.579%

27 8.024 535 537 539 rvB2 77663 68647 1.96% 0.202%
28 8.058 539 540 541 rBV 70859 53856 1.54% 0.159%
29 8.081 541 542 544 rBV 53713 71376 2.04% 0.210%

30 8.127 544 546 548 rVB 205016 184327 5.27% 0.544%

31 8.173 548 550 551 rBvV 180472 151605 4_.33% 0.447%
32 8.196 551 552 556 rvVB4 94163 169956 4._86% 0.501%
33 8.276 556 559 560 rBvV2 27111 41779 1.19% 0.123%
34 8.310 560 562 565 rvB 129487 149601 4.28% 0.441%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.401 565 570 571 rBV2 144165 204733 5.85% 0.604%

36 8.436 571 573 575 rVB 131020 124014 3.54% 0.366%
37 8.493 575 578 579 rBvV2 68159 58019 1.66% 0.171%
38 8.516 579 580 582 rvB2 55576 62872 1.80% 0.185%
39 8.584 584 586 588 rvB2 289587 344585 9.85% 1.016%
40 8.641 588 591 593 rvB2 83463 128097 3.66% 0.378%

41 8.744 597 600 602 rBV 432146 642188 18.35% 1.894%
42 8.847 605 609 610 rBvV3 58402 136061 3.89% 0.401%
43 8.870 610 611 614 rVvB2 47643 78958 2.26% 0.233%
44 8.939 614 617 621 rBVS5 82551 173780 4._.97% 0.512%
45 9.007 621 623 625 rBV 4087859 3499155 100.00% 10.319%

46 9.121 630 633 635 rvv4 49051 110335 3.15% 0.325%
47 9.156 635 636 639 rvv3 67800 107208 3.06% 0.316%
48 9.213 639 641 642 rVB 57078 63202 1.81% 0.186%
49 9.270 642 646 647 rBv2 95878 140088 4._00% 0.413%
50 9.339 649 652 657 rvB3 186522 370293 10.58% 1.092%

51 9.407 657 658 661 rBvV3 36747 60850 1.74% 0.179%
52 9.453 661 662 667 rVB3 75359 152375 4 _.35% 0.449%
53 9.533 667 669 673 rBvV3 37916 54761 1.56% 0.161%
54 9.636 675 678 679 rBvV3 34789 56775 1.62% 0.167%
55 9.681 679 682 683 rvv 825956 944452 26.99% 2.785%
56 9.761 686 689 690 rBv2 23010 39990 1.14% 0.118%
57 9.842 694 696 698 rBv2 23222 45039 1.29% 0.133%
58 10.002 708 710 712 rBV2 47344 63040 1.80% 0.186%
59 10.059 712 715 717 rvv2 39480 56563 1.62% 0.167%
60 10.104 717 719 722 rVB2 57412 63623 1.82% 0.188%
61 10.219 727 729 734 rVB3 59043 95480 2.73% 0.282%
62 10.379 741 743 745 rVB2 25253 40989 1.17% 0.121%
63 10.470 748 751 753 rBV 811007 835057 23.86% 2.462%
64 10.596 760 762 765 rvB2 57142 76579 2.19% 0.226%
65 11.042 796 801 805 rBV3 30592 77796 2.22% 0.229%
66 11.156 809 811 814 rBV 1023649 897026 25.64% 2.645%
67 11.373 828 830 832 rBV 33980 39765 1.14% 0.117%
68 11.727 857 861 864 rBvV3 33258 74430 2.13% 0.219%
69 12.127 893 896 900 rvB2 18933 41842 1.20% 0.123%

70 12.482 920 927 929 rBv4 37504 107782 3.08% 0.318%
71 12.527 929 931 933 rVvB2 40515 49382 1.41% 0.146%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 12.630 938 940 943 rVB 38856 45018 1.29% 0.133%
73 12.745 947 950 953 rBV 3153063 2925707 83.61% 8.628%
74 13.533 1017 1019 1022 rBV2 30929 41686 1.19% 0.123%
75 13.648 1027 1029 1031 rBV2 30615 52610 1.50% 0.155%

76 13.785 1039 1041 1044 rBV 625976 646015 18.46% 1.905%
77 15.168 1159 1162 1164 rBV 313010 428222 12.24% 1.263%
78 18.345 1438 1440 1442 rBV2 108436 197929 5.66% 0.584%

Sum of corrected areas: 33910971
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF010917\

BF092170.D

10 Jan 2017 5:57

UM/SsJ

11056-05

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF092170.D

5.25

4.76

w

'§.341 4.05 5.

6.41
6.79

6.64

7.21

7.67

o=
Time-->

4.00

T T T
3.50 4.50 5.00 5.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF092170.D

01

11.16

11.04 11.37 11.7

12.74

3 1213 12?@36L

13.53.¢

L
T T T T ] T T T T

08
Time-->

11.50

I I
8.50 9.00 9.50 10.00 10.50 11.00

12.00 12.50

13.00 13.50

Abundance
4000000

3000000

2000000

1000000 13,78

) b

TIC: BF092170.D

15.17

18.35

Time-->

14.00

17.50

16.50 17.00

15.50 16.00

14.50 15.00

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.76 13.81 ng 536299 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (4.755 min): BF092170.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
101 UL R R L I
51, e 83 | 440 4.60 4.80 5.00
A S m/z 59.10 58.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 19.02%
15 31 101
mz-> 10 % 3 40 50 60 70 80 90 100 110 130 130 140
Abundance
43
- 440 460 480 500
5000 m/z 58.10 14.00%
29 101
15 73 83
mﬁmﬁmﬁm
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  REaa L o R .
59 440 460 4.80 5.00
m/z 41.10 8.81%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I RN RN AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 4 unknown6.41 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.41 69.87 ng 2714020 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

2 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 396 (6.413 min): BF092170.D (-394) (-) m/z 132.00 100.00%
5000 68
© s || g Taons | b 550 a0 ok oo
g8 | Weus m/z 68.10 49.21%
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57 132
74
5000 g 1° AR RARSE RAASE SRR R
6.00 6.20 6.40 6.60 6.80
m/z 134.00 32.77%
N U 3 N
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 640 6.60 6.80
5000 m/z 66.10 29.88%
63 81
mz-> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R LmaE E e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.11%
5000 67
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I \IM‘I\I\‘I\ |8|8|‘i I:I'IO?II‘\IIIHI —— ——r— —
m/z--> 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 6 Benzene, 1,2-diethyl- Concentration Rank 18

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

6.89 3.04 ng 117980 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
3 Benzene, 1,3 -diethyl- 134 C10H14 000141-93-5 95
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 438 (6.893 min): BF092170.D (-436) (-) m/z 105.10 100.00%
105 119
5000 134
91
39 51 65 o | 6.60 6.80 7.00 7.20
..,....,....,....',....i'....,.'.'..,...l.'?‘ﬁ‘..,..?ﬁ M A | Tm/z 119.10  98.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14329: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.60 6.80 7.00 7.20
m/z 134.10 45_.99%
39
..,.%?.,..%7,....w,w....,w....8,.5??.,...M,....,..?.S.m.,..w.‘.;..l.%?,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
105
6.60 6.80 7.00 7.20
5000 134 m/z 91.00 26.94%
91
27 41 5165 [/
15 58 98 127
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14331: Benzene, 1,3-diethyl-
105 149 6.60 6.80 7.00 7.20
m/z 77.00 16.81%
5000 134
27 39 ot
'w'“'w'm\”'“'“'ﬂ'?iﬁ“l“j“'“'m'“lﬂlw'““M}%z““WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8

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

7.42 7.27 ng 490180 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
4 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 484 (7.418 min): BF092170.D (-482) (-) m/z 119.10 100.00%
119
5000 134
91
39 g3 77 | 67 7.00 7.20 7.40 7.60 7.80

Ot b et e e e e e e e .| M7z 134.100 46.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14355: Benzene, 1,2,4,5-tetramethyl-

5000
7.00 7.20 7.40 7.60 7.80

m/z 91.10 14 _.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
3 7.00 720 7.40 7.60 7.80
5000 134 m/z 120.10 9.59%
91

27 41 g3 77 | 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14354: Benzene, 1,2,3,5-tetramethyl-

7.00 7.20 7.40 7.60 7.80
m/z 133.10 8.41%

5000

7.00 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 9 1H-Indene,2,3-dihydro-2,2-d... Concentration Rank 11

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

7.58 5.69 ng 383915 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 91
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
3 .alpha.,.beta.,_beta.-Trimethyls... 146 C11H14 000769-57-3 90
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81
5 Benzene, 1-methyl-2-(1-methyl-2-_.. 146 C11H14 097664-19-2 81

Abundance Scan 498 (7.578 min): BF092170.D (-496) (-) m/z 131.10 100.00%
131
5000
91 146

115
39 51 65 17 7.20 7.40 7.60 7.80 8.00
L, 08 Ly .I| |

S AN P NSO YPGB S | IR | PR} N m/z 133.10 36.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #20737: 1H-Indene,2,3-dihydro-2,2-dimethyl-
131
146
5000
7.20 7.40 7.60 7.80 8.00
91 115 m/z 91.10 28.20%
51 65 i 105 M wh
L. 1l L 1l | I 1
AR R RARS RS L L o e R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146 7.20 7.40 7.60 7.80 8.00
5000 o1 m/z 146.10 26.26%
115
27 39 53 65 17, 103
mmmmmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20750: .alpha.,.beta.,.beta.-Trimethylstyrene
131 7.20 7.40 7.60 7.80 8.00
146 m/z 115.10 22.17%
5000 o1
39 51 g5 I 105 115
.,.”.,...ﬂﬁ...ﬂﬂ.?ﬁ.wb:,.”Mq...u,... HJ”,....,”.dh..}ﬁQ.t.,..”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 11 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15

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

7.76 3.29 ng 222144 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
2 Indan, epoxide 132 C9H80 000768-22-9 53
3 Benzenebutanal 148 C10H120 018328-11-5 47
4 Benzene, 1,1"-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 43
5 Benzene, 1,1"-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 43

Abundance Scan 514 (7.761 min): BF092170.D (-510) (-) m/z 104.10 100.00%
104
5000 91 132
39 51 65 7|8 | 11|7125 | 148 7.40 7.60 7.80 8.00
e preperei bl e e e e 222 L Tm/z 91.05  48.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13612: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132
7.40 7.60 7.80 8.00
m/z 132.10 41.37%
'W""P"JI'”'it'?ﬁ'm"P"MI'”'I"” ‘H""MLI}%%I”'”I""P"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
104
7.40 7.60 7.80 8.00
5000 m/z 133.10 18.06%
51 78 132
27 39 63 89 116
wmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21634: Benzenebutanal
104 7.40 7.60 7.80 8.00
m/z 105.05 17.21%
5000 9
65 148
39 5,
7 T Tew| Do 112122130
m/z--> 20 30 40 55 60 70 80 gb 100 110 120 130 140 1%0 7.40 7.60 7.80 8.00

8270-BF122116.M Tue Jan 10 08:17:01 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 12 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.40 3.04 ng 204733 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
2 Benzene, (l-methyl-1-butenyl)- 146 C11H14 053172-84-2 90
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 89

5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81
Abundance Scan 570 (8.401 min): BF092170.D (-565) (-) m/z 131.05 100.00%
131
5000 146
91 115
39 51 71 105 160 8.00 8.20 8.40 8.60 8.80
O et m/z 146.10  37.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20745: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131
5000
146 8.00 8.20 8.40 8.60 8.80
27 39 115 m/z 128.10 16.56%
15 5\1 6\3\ 7\7 o 105 | Al
R A ma e m e s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
91 8.00 8.20 8.40 8.60 8.80
5000 m/z 145.10 16.56%
146
5 3 5L T o 115
15 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20748: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 8.00 8.20 8.40 8.60 8.80
m/z 115.00 15.90%
5000
146
27 39 115
B A VT O N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60 8.80

8270-BF122116.M Tue Jan 10 08:17:02 2017

Page: 11



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search
Z:\HPCHEM1\BNA_F\DATA\BF010917\
BF092170.D
10 Jan 2017 5:57
UM/SJ
11056-05

33 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Compound Report

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12

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

8.58 5.11 ng 344585 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 83
3 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 76

4 Benzene,

(1,1-dimethyl-2-propenyl)- 146 C11H14

5 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14

018321-36-3 70
020836-11-7 70

Abundance Scan 586 (8.584 min): BF092170.D (-584) (-) m/z 131.05 100.00%
118
5000
8.20 8.40 8.60 8.80 9.00
m/z 118.10 68.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20763: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
118 131
146
5000
o1 105 8.20 8.40 8.60 8.80 9.00
0
07 39 B g 77 ‘ “ m/z 146 .05 54 _15%
”“”wunpuinnﬂ”wM”“Jq””“”wﬂupﬂﬁuﬂﬂnqnmpuw””“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
118 131
146
8.20 8.40 8.60 8.80 9.00
5000 m/z 117.10  35.24%
105
91
39 51 63 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20725: Benzene, (1-ethyl-2-propenyl)-
118 8.20 8.40 8.60 8.80 9.00
m/z 105.10 33.01%
5000
R e R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80 9.00

8270-BF122116.M Tue Jan 10 08:17:03 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 14 Naphthalene, 1-methyl- Concentration Rank 5

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

8.74 9.52 ng 642188 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 59

Abundance Scan 600 (8.744 min): BF092170.D (-597) (-) m/z 142.10 100.00%
142
5000
115
M
39 51 63 75 89 102 131 160 174 840 _8.50 _8.50 9.00
'v“WH“PHW““v“ﬁ““v“ﬁ““VHW“”V“w““hLWH“V“W““V' m/z 141.10 93.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18499: Naphthalene, 1-methyl-
142
5000 115 8.40 8.60 8.80 9.00
m/z 115.05 30.99%
27 39 51 63 74 8 490 | 126
m/z--> 20 30 45 55 60 fo 80 95 100 110 120 130 140 150 160 170 180
Abundance
142
8.40 8.60 8.80 9.00
5000 m/z 143.10 11.58%
115
27 39 51 63 74 89 1 126
wwwm‘wmﬂmﬂmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro-
141 8.40 8.60 8.80 9.00
m/z 139.10 11.51%
5000 115
m/z--> 20 30 40 50 6|0 70 80 9'0 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00

8270-BF122116.M Tue Jan 10 08:17:04 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 15 unknown8.94 Concentration Rank 13

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

8.94 3.68 ng 173780 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-chloro-ethylthio)- 140 C4HOCIO0S 000693-30-1 25
2 Cyclohexanone, 2-(2-butynyl)- 150 C10H140 054166-48-2 25
3 Propanoic acid, 2-chloro-, ethyl... 136 C5H9CIO2 000535-13-7 22
4 Ethanone, 1-(6,6-dimethylbicyclo... 150 C10H140 024555-40-6 15
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 11

Abundance Scan 617 (8.939 min): BF092170.D (-614) (-) m/z 145.10 100.00%
145
41 &g a1
5000 95 109
252
128 || 161 860 880 9.00 920
m/z 135.10 85 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17468: Ethanol, 2-(2-chloro-ethylthio)-
7 4 109
63
5000 8.60 8.80 9.00 9.20
91 140 m/z 41.10 62.25%
6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135
55 860 880 9.00 920
5000 79 150 m/z 55.10 60 .39%
41 93
27 107 122
14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15509: Propanoic acid, 2-chloro-, ethyl ester s B
29 8.60 8.80 9.00 9.20
m/z 63.00 54 _45%
63
5000
91
15 | % 1 77 7 108121136
RN ”I“'W'”'P'”I”'W'”'P'“I”"'“"'”I“'W'”'

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20

8270-BF122116.M Tue Jan 10 08:17:05 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 16 Naphthalene, 2,6-dimethyl- Concentration Rank 20

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

9.27 2.97 ng 140088 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 646 (9.270 min): BF092170.D (-642) (-) m/z 156.10 100.00%
146
141

5000

64 9.00 9.20 9.40 9.60
m/z 141.10 67.51%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27183: Naphthalene, 2,6-dimethyl-

141 156

5000
9.00 9.20 9.40 9.60

115 41,8 m/z 155.10  35.55%
51 63 77
15 27 39 bl i 102 ! Jl

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

141 156

9.00 9.20 9.40 9.60
5000 m/z 115.10 30.02%

115
63 77 128
15 27 39 Ol 89 102

wmmmmﬁwﬁwﬁwﬁwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #27195: Naphthalene, 1,6-dimethyl- I M

141 156 9.00 9.20 9.40 9.60
m/z 117.00 23.92%

5000
115
63 77 128

I Al 0 A Y A A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.00 9.20 9.40 9.60

8270-BF122116.M Tue Jan 10 08:17:06 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 17 Naphthalene, 2,3-dimethyl- Concentration Rank 7

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

9.34 7.84 ng 370293 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 652 (9.339 min): BF092170.D (-649) (-) m/z 156.10 100.00%
141 1%6
5000
63 77 90 1o 128 9.00 9.20 9.40 9.60
39 51 102 : : : :
0 ol MLAEOITT L sz 141.05  84.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156
5000
9.00 9.20 9.40 9.60
s 76 115 159 m/z 155.10 30.76%
i |1|5| |2|7| |3\|9| .5“:.L.‘|“l .‘.‘M‘l |8|9| .1|Q.2. I‘; I .“.‘. I\I‘I R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
9.00 9.20 9.40 9.60
5000 m/z 115.10 19.67%
115
77 128
15 27 39 51 63 89 102
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27195: Naphthalene, 1,6-dimethyl- R B
156 9.00 9.20 9.40 9.60
a1 m/z 128.00 13.97%
5000
115 1og
'}4| ??' ?f' ?%' ?f' 'ﬁﬁl'QQ"ﬁQ?""I'Jﬂ"‘”'"N‘I T T SR AR R
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF122116.M Tue Jan 10 08:17:07 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 18 Naphthalene, 1,4-dimethyl- Concentration Rank 16

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

9.45 3.23 ng 152375 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 662 (9.453 min): BF092170.D (-661) (-) m/z 141.05 100.00%
141 156
5000
115
51 63 77 g7 128 9.20 9.40 9.60 9.80
I - N il L N N Y 180 m/z 156.10 87.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27192: Naphthalene, 1,4-dimethyl-
141 156
5000
9.20 9.40 9.60 9.80
s m/z 155.10 24._.78%
30 51 63 77 89 100 " ¥ﬁ8 Ll
miz--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
9.20 9.40 9.60 9.80
5000 m/z 115.05 16.14%
115
128
o7 39 51 63 76 g9 405
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27182: Naphthalene, 1,2-dimethyl-  AEE B a T e
141 156 9.20 9.40 9.60 9.80
m/z 142 .05 13.90%
5000
115
76
IECHE T Nl
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF122116.M Tue Jan 10 08:17:08 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 unknownl2.48 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.48 3.34 ng 107782 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Trimethylsilylpent-2-en-4-yne 138 C8H14Si 018387-62-7 38
2 3,5-Dimethyl-2-furyl methyl ketone 138 C8H1002 022940-86-9 38
3 2-Methyl-4-trimethylsilylbut-1-e... 138 C8H14Si 018387-60-5 35
4 Cyclopentene, 1,2,3,3,4-pentamet... 138 C10H18 197390-29-7 35
5 2-Methyl-5,6-tetramethylene-5,6-... 221 C14H23NO 122035-90-9 35
Abundance Scan 927 (12.482 min): BF092170.D (-920) (-) m/z 123.00 100.00%
143
5000
i 73 91 108 12,20 12.40 12,60 12.80
...,....,l...“.'i ..||I..I||.i.u.| m/z 137.00 76.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16832: 5-Trimethylsilylpent-2-en-4-yne
123
5000 LRI SR LI UL S
12.20 12.40 12.60 12.80
m/z 43.10 13.33%
29 53 69 95 | 138
m/z--> 20 40 eb 80 100 120 1&0 160 180 200 220 240 260 280 |
Abundance
123
12.20 12.40 12,60 12.80
5000 43 138 m/z 124.10 12.79%
27 67 g5 101
wmwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16836: 2-Methyl-4-trimethylsilylbut-1-en-3-yne
123 12.20 12.40 12.60 12.80
m/z 41.10 12.69%
5000
45 67 g3 o7 | 138
miz> % A 60 80 100 130 140 160 150 200 230 240 260 280 | 12.20 12.40 12,60 12.80

8270-BF122116.M Tue Jan 10 08:17:09 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 20 unknownl18.35 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.35 9.24 ng 197929 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methyl-8-tetradecen-1-ol acetate 268 C17H3202 1000131-36-1 43
2 2,10-Dodecadien-1-ol, 3,7,11-tri... 224 C15H280 020576-59-4 41
3 3-Chloropropionic acid, hexadecy... 332 C19H37CI102 053312-70-2 27
4 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 18
5 1,14-Docosanediol 342 C22H4602 004452-45-3 18
Abundance Scan 1440 (18.345 min): BF092170.D (-1438) (-) m/z 57.10 100.00%
5000
36 286 324353 387 417 514 18.00 18.20 18.40 18:60
m/z 55.10 78 .64%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99332: 10-Methyl-8-tetradecen-1-ol acetate
43
5000 A AR DR UL B
81“ 18.00 18.20 18.40 18.60
! m/z 69.10 67.04%
— J}M \ \ “:!'7.9|2:!-].-2.3.92.6.8..|....|....|....|....l...
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
41 69
100 18.00 18.20 18.40 18:60
5000 m/z 43.10 58.38%
224
135 163191
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #133739: 3-Chloropropionic acid, hexadecy! ester B Em R B
55 18.00 18.20 18.40 18.60
m/z 207.10 53.67%
5000{ og
83
109
| l | | 140168196224 269297
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092170.D

Acq On : 10 Jan 2017 5:57

Operator : UM/SJ

Sample : 11056-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.76 13.8 ng 536299 1 6.64 776837 20.0
unknown6 .41 6.41 69.9 ng 2714020 1 6.64 776837 20.0
Benzene, 1,2-diet... 6.89 3.0 ng 117980 1 6.64 776837 20.0
Benzene, 1,2,4,5-._.. 7.42 7.3 ng 490180 2 7.92 1348600 20.0
1H-Indene,2,3-dih... 7.58 5.7 ng 383915 2 7.92 1348600 20.0
Naphthalene, 1,2,... 7.76 3.3 ng 222144 2 7.92 1348600 20.0
1H-Indene, 2,3-di... 8.40 3.0 ng 204733 2 7.92 1348600 20.0
Naphthalene, 1,2,... 8.58 5.1 ng 344585 2 7.92 1348600 20.0
Naphthalene, 1-me... 8.74 9.5 ng 642188 2 7.92 1348600 20.0
unknown8 .94 8.94 3.7 ng 173780 3 9.68 944452 20.0
Naphthalene, 2,6-... 9.27 3.0 ng 140088 3 9.68 944452 20.0
Naphthalene, 2,3-... 9.34 7.8 ng 370293 3 9.68 944452 20.0
Naphthalene, 1,4-_.. 9.45 3.2 ng 152375 3 9.68 944452 20.0
unknownl12 .48 12.48 3.3 ng 107782 5 13.78 646015 20.0
unknownl18.35 18.35 9.2 ng 197929 6 15.17 428222 20.0
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