LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\

Data File : BF084120.D

Aca On - 25 Dec 2015 10:43 Instrument :

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

3?22'6 : G4951-13 LIP-22-122315

ALS Vial : 43 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-BF122415.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 4.967 250 252 261 rVB 95364 112650 6.32% 0.938%
2 5.413 290 291 303 rBB 516856 561777 31.53% 4 .680%
3 6.453 380 382 390 rVB 383380 346602 19.45% 2.887%
4 6.567 390 392 395 rBV 880709 1016435 57.04% 8.467%
5 6.796 410 412 415 rBV 340613 286754 16.09% 2.389%
6 6.956 423 426 428 rBVY 1151918 1107960 62.18% 9.229%
7 7.367 459 462 464 rBV 845891 893233 50.13% 7.441%
8 7.493 470 473 477 rVB2 17958 25858 1.45% 0.215%
9 7.825 499 502 506 rBvV3 11994 26969 1.51% 0.225%
10 8.019 514 519 523 rBV4 33758 58835 3.30% 0.490%
11 8.088 523 525 527 rBV 338943 396856 22.27% 3.306%
12 8.225 532 537 539 rBV3 11020 32883 1.85% 0.274%
13 8.328 544 546 547 rVB 17679 19781 1.11% 0.165%
14 8.465 557 558 561 rBV2 14765 28983 1.63% 0.241%
15 8.556 565 566 569 rBV2 13207 23250 1.30% 0.194%
16 8.613 569 571 572 rBV 25772 20235 1.14% 0.169%
17 8.750 580 583 584 rVB2 13200 23105 1.30% 0.192%
18 8.796 584 587 588 rBV2 14571 33448 1.88% 0.279%
19 8.819 588 589 592 rVvv3 21814 32433 1.82% 0.270%
20 8.888 592 595 596 rVvv3 13767 25516 1.43% 0.213%
21 8.956 599 601 604 rVB3 22637 40178 2.25% 0.335%
22 9.059 606 610 611 rvv3 21005 45855 2.57% 0.382%
23 9.093 611 613 614 rvv 17965 30429 1.71% 0.253%
24 9.162 616 619 621 rVV 1936528 1781971 100.00% 14.844%
25 9.288 627 630 631 rBV2 18480 30486 1.71% 0.254%
26 9.345 633 635 637 rvVB2 43504 48291 2.71% 0.402%
27 9.425 640 642 645 rBV3 24500 41623 2.34% 0.347%
28 9.482 645 647 650 rBV3 31604 65173 3.66% 0.543%
29 9.562 650 654 658 rVB3 30833 85160 4.78% 0.709%
30 9.653 658 662 663 rBv4 23257 48900 2.74% 0.407%
31 9.768 670 672 675 rBv4 20906 46194 2.59% 0.385%
32 9.836 675 678 680 rBV 495736 468351 26.28% 3.901%
33 9.996 691 692 696 rBv4 13109 29956 1.68% 0.250%
34 10.111 700 702 703 rvv2 27274 37330 2.09% 0.311%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\

Data File : BF084120.D

Aca On - 25 Dec 2015 10:43 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : G4951-13 LIP-22-122315

ALS Vial : 43 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:\HPCHEMI\BNA F\METHODS\8270-BF122415_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.145 703 705 707 rvv2 28660 47725 2.68% 0.398%
36 10.191 707 709 713 rVvv4 41263 85362 4._.79% 0.711%
37 10.271 713 716 718 rVB3 28290 42764 2.40% 0.356%
38 10.362 722 724 725 rBV 22110 25918 1.45% 0.216%
39 10.408 725 728 729 rBV3 17678 27001 1.52% 0.225%
40 10.533 736 739 740 rBV3 13161 18960 1.06% 0.158%
41 10.591 740 744 745 rBV3 19604 34870 1.96% 0.290%
42 10.625 745 747 750 rBV 1015788 1005689 56.44% 8.378%
43 10.739 755 757 759 rvv2 24133 35197 1.98% 0.293%
44 10.842 762 766 771 rVB7 14597 54931 3.08% 0.458%
45 11.185 793 796 798 rBvV2 33893 52807 2.96% 0.440%
46 11.322 806 808 810 rBV 425947 408901 22.95% 3.406%
47 11.402 810 815 819 rVvB7 11146 36413 2.04% 0.303%
48 11.665 836 838 842 rVB 31612 34774 1.95% 0.290%
49 11.859 853 855 859 rvB3 39179 53177 2.98% 0.443%
50 12.637 921 923 928 rBV6 10931 20914 1.17% 0.174%
51 12.728 929 931 933 rBV 24092 21370 1.20% 0.178%
52 12.899 944 946 949 rBV 1332065 1395131 78.29% 11.622%
53 13.494 995 998 1000 rVvB 85177 81940 4.60% 0.683%
54 13.802 1023 1025 1029 rBV3 26521 51345 2.88% 0.428%

55 13.951 1036 1038 1041 rBV 250453 329141 18.47% 2.742%

56 15.380 1161 1163 1171 rVB 200190 266841 14.97% 2.223%

Sum of corrected areas: 12004631
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF084120.D
1500000
6.96
1000000 6.57 a7
500000 >4l
649 a0
4.97
7.49 7.82
O e e e e e e e i
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084120.D
9|16
1500000
12.90
10.62
1000000
9.84
500000 11.32
8.09
I 11.18 11.66.1.86 73 13.49
oL 8. 338, 456 BASHBIBIH 11.40 1284 A
P — T T T T T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084120.D
1500000
1000000
500000
13.95 1538
380! Ak,
O e B L B e e e e e NI s e s s e s e e LA
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.97 7.86 ng 112650 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 Guanidine 59 CH5N3 000113-00-8 43
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 252 (4.967 min): BF084120.D (-250) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 83.0 4.60 4.80 5.00 5.20 5.40
o 1P | SN N m/z 59.10 69.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR R UL IR
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.10 28.55%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0 59.0
460 480 500 520 540
5000 18.0 m/z 58.10 16.53%
28.0
e S S S SULIURS SUSIIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime R N R &
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.40%
5000
101.0
15.0 58.0
om0l %Y ee0  eao |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown8.02 Concentration Rank 8

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

8.02 2.97 ng 58835 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Pentadiene. 2.3-dimethvl- 96 C7H12 001113-56-0 35
2 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 35
3 1.4-Hexadiene. 2-methvl- 96 C7H12 001119-14-8 35
4 2-Hexvne., 4-methvl- 96 C7H12 020198-49-6 35
5 1,4-Hexadiene, 5-methyl- 96 C7H12 000763-88-2 35

Abundance Scan 519 (8.019 min): BF084120.D (-514) (-) m/z 81.10 100.00%
81.1
69.1 971
5000 411 55.1
el |||‘|| |H| u
Obrprrrrprrer e e LU LR o Tm/z 69.10 64.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2865: 1,3-Pentadiene, 2,3-dimethyl-
81.0
5000 96.0
41.0 53.0 7.60 7.80 8.00 8.20 8.40
27.0 ‘ ‘ 67.0 m/z 97.10 59.94%
0 | AN M‘\ ‘\\‘\ ‘M 1L
HUNNRIR N LS L LIS IR AR LRI IS SRR RARES SRS SARRE B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81.0
54.0 7.60 7.80 8.00 8.20 8.40
5000 96.0 m/z 84.10 47 .62%
390 67.0
27.0
ol 15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2837: 1,4-Hexadiene, 2-methyl-
81.0 7.60 7.80 8.00 8.20 8.40
m/z 41.10 45 _.03%
5000 390 96.0
27.0 53.0
‘ ‘ 67.0
O'W%ﬁqw'“l”'w'“'w'” AR RN AR RLESS BULSE BARES BARSS SRR B IR U SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown8.96 Concentration Rank 16

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

8.96 2.02 ng 40178 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Dimethvl-4-methvlenecvclohexane 124 C9H16 006007-96-1 30
2 Benzoic acid. 3-fluoro- 140 C7H5F02 000455-38-9 25
3 3-Fluorobenzoic acid. butvl ester 196 C11H13F02 077206-91-8 22
4 Hexahvdroindole 123 C8H13N 018159-32-5 18
5 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 18

Abundance Scan 601 (8.956 min): BF084120.D (-599) (-) m/z 109.05 100.00%
: 1
5000 1402 W
| 860 880 9.00 9.20
o} B m/z 123.10 93.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10381: 1,1-Dimethyl-4-methylenecyclohexane
67.0 109.0
95.0
41.0
5000 81.0 124.0 S asY)
8.60 8.80 9.00 9.20
‘ m/z 81.10 73.02%
0 A h‘ i m\ o N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
123.0 140.0
95.0 AR SRR S SR
8.60 8.80 9.00 9.20
5000 m/z 95.10 70.07%
75.0
50.0
31.0
R L S L WL UL NI UL WL o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53221: 3-Fluorobenzoic acid, butyl ester R R
123.0 8.60 8.80 9.00 9.20
95.0 m/z 55.10 52.89%
5000 56.0
75.0 141.0
27.0 41.0 ‘
m/z--> 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown9.34 Concentration Rank 14

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

9.34 2.06 ng 48291 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.3.1.1(3.8)lundecane. ... 180 C12H200 021898-95-3 35
2 6.6-Dimethvlhepta-2.4-diene 124 C9H16 1000195-03-3 30
3 1-Buten-3-vne.4-trimethvisilvl 124 C7H12Si 002696-32-4 30
4 2-Cyclopenten-1-one. 3.4.5-trime... 124 C8H120 055683-21-1 30
5 1,3-Heptadiene, 2,3-dimethyl- 124 CO9H16 074779-65-0 27

Abundance Scan 635 (9.345 min): BF084120.D (-633) (-) m/z 109.10 100.00%
108.1
5000
L2 S sk
0 ST P m/z 123.10  67.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42637: Tricyclo[4.3.1.1(3,8)]undecane, 1-methoxy-
109.0
5000 A SR R
9.00 9.20 9.40 9.60
180.0 m/z 95.10 45.11%
410 559  79.0 93.0 1230 1490 1650~
0 I I\I‘\lwl IMI\ T Iu\lw l Ih‘i\ I\I\I\lel Iml‘\l . I‘lwl . "l . ﬁ‘: ™ |‘.| T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109.0
9.00 920 940 9.60
0
5000 670 1240 m/z 107.10 33.01%
41.0 81.0
27.0 5410 95.0
L L L WL UL L S SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10059: 1-Buten-3-yne,4-trimethy/silyl e
109.0 9.00 9.20 9.40 9.60
m/z 41.05 30.43%
43.0
5000
124.0
67.0 83.0
I 1 -“.-“‘=‘--“.“---‘-.--“- L e
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown9.48 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.48 2.78 ng 65173 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloocta-2.7-dienone 122 C8H100 1000194-03-3 46
2 Bicvclol3.3.11nonan-2-ol 140 C9H160 002568-14-1 35
3 (3aS.8aR)-2.3.5.6.7.8-hexahvdro-... 164 C11H160 1000145-90-1 30
4 2(1H)-Naphthalenone. 4a.5.6.7.8.... 164 C11H160 022844-34-4 22
5 Phenol, 2,4-dimethyl-, acetate 164 C10H1202 000877-53-2 18

Abundance Scan 647 (9.482 min): BF084120.D (-645) (-) m/z 81.10 100.00%

5000

9.20 9.40 9.60 9.80

o m/z 122.10 80.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #9610: Cycloocta-2,7-dienone
81.0
53.0
5000 39.0 94.0 LA L L B B
66.0 4. 1220 9.20 9.40 9.60 9.80
’ m/z 95.10 58.99%
240 J\ Ll ‘ |y, 107.0
Ol e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
*H0 sa0 122.0
. R R IEEEE e s
67.0 9.20 9.40 9.60 9.80
5000 41.0 m/z 55.10 49.02%
54.0
27.0 107.0

140.0

O‘WWWWTW"W"WWWW
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150160170 180
Abundance #31948: (3aS,8aR)-2,3,5,6,7,8-hexahydro-3a,8a-methano-1H,4... R EAEEEEEE S mEE

79.0 93.0 122.0 164.0 9.20 9.40 9.60 9.80
' 0
107.0 m/z 79.10 48 .53%
5000
| e
onpnq””“”w””“”q””“”w””.Ll””NHWHW“”AHHPHWHHPH. e
miz-> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknownl10.14 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.04 ng 47725 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Methvl-3.4-dihvdro-2H-pvrido(l... 162 C9H10N20 061751-44-8 35
2 Phenacetic acid. 2-hvdroxv-.alph... 180 C10H1203 086549-98-6 32
3 Benzenamine. N.N.4-trimethvl- 135 C9H13N 000099-97-8 30
4 Methanamine. N-(phenvimethvlene)... 135 C8H9NO 003376-23-6 27
5 Naphthalene, 1,2,3,4-tetrahydro-... 162 C11H140 001730-48-9 27
Abundance Scan 705 (10.145 min): BF084120.D (-703) (-) m/z 134.10 100.00%
134.1
162.1
5000 q
9.80 10.00 10.20 10.40
0 m/z 162.10 67.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31115: 9-Methyl-3,4-dihydro-2H-pyrido(1,2-a)pyrimidin-2-one
! 162.0
5000 SRR BB
L0 8o 9.80 10,00 10.20 1040
55.0 ' m/z 135.10 63.66%
27.0
o) E— | |‘= : |‘|‘| I\l\‘l ||?2|.(|)||||||||| "‘l — |‘||‘N| — I“I R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
91.0 134.0
180.0 SN
106.0 9.80 10.00 10.20 10.40
5000 162.0 m/z 79.10 52.49%
45.0
65.0
G L L L UL W UL WL B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15071: Benzenamine, N,N,4-trimethyl- R REa o EEAEam
134.0 9.80 10.00 10.20 10.40
m/z 81.10 48 .10%
5000
910 119.0
so mo %0 | M
0"hI'“'Jm'M'I“u'»I”w'l"'“k”'ll""l'”'I""I NSNS
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknownl10.19 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.19 3.65 ng 85362 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.2.3-Triazole. 4-(4-methvlph... 159 C9H9N3 005301-96-2 35
2 1.2.4-Methenocvclobutlcdlinden-3... 160 C11H120 061109-83-9 25
3 Benzene. (l-isocvanato-2-propenvl)- 159 C10H9NO 055887-59-7 22
4 4-Benzvl-isoxazolidine 163 C10H13NO 1000186-97-4 18
5 trans-2-Phenyl-1-cyclohexanol 176 C12H160 002362-61-0 18
Abundance Scan 709 (10.191 min): BF084120.D (-707) (- m/z 163.10 100.00%
168.1
80.1 11501301
5000 192.1
|| 9.80 10.00 10.20 10.40 10.60
0! B B e m/z 130.10 71.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29205: 1H-1,2,3-Triazole, 4-(4-methylphenyl)-
159.0
5000
9.80 10.00 10.20 10.40 10.60
270 1030  130.0 m/z 80.10 66.61%
0...|....|.5.1‘.'0.|.‘...“,..“‘..ﬂh..l‘,..‘l.,....‘l....,....,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
91.0 117.0
9.80 10.00 10.20 10.40 10.60
5000 m/z 115.00 63.17%
39.0 65.0 145,0160.0
S S L L L UL UL B B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29009: Benzene, (1-isocyanato-2-propenyl)- I RREEEEEES T
130.0 159.0 9.80 10.00 10.20 10.40 10.60
m/z 91.10 61.66%
5000 1150
77.0
| | ]
OIII\I e e R o IIII%%'QIIIIIIIIIIIIIIIIIIIIIIIIII RN B o e
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknownl11.19 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.58 ng 52807 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Menth-8-ene. 3-methvlene- 150 C11H18 1000151-25-7 49
2 Bicvclol3.2.0Theptane. 6-methvlene- 108 C8H12 003642-22-6 35
3 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 35
4 2.6.9.11-Dodecatetraenal. 2.6.10... 218 C15H220 017909-77-2 35
5 1,6-Octadien-3-o0l, 3,7-dimethyl-_.__. 273 C17H23N0O2 007149-26-0 27

Abundance Scan 796 (11.185 min): BF084120.D (-793) (-) m/z 93.05 100.00%

5000

3

121.1135.1 160.0 L o R

ONM 10.80 11.00 11.20 11.40 11.60
0 m/z 107.10 55.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22880: p-Menth-8-ene, 3-methylene-
93.0 135.0
79.0 107.0
41.0
5000 1210 [TTr T[T rrrrrr[rrror[rrs
970 55.0 : 10.80 11.00 11.20 11.40 11.60
. . 0
‘ ‘ “ ‘ 150.0 m/z 94.05 43.87%
0 ‘ \\‘ M‘\\ il \‘ il L . .
L B o o B N o o e e N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
93.0
79.0 At e e
10.80 11.00 11.20 11.40 11.60
5000 390 m/z 80.10 42 _19%
108.0
53.0
I L o o T T B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11100: Cyclohexanemethanol, 4-methylene- T T TR R
93.0 10.80 11.00 11.20 11.40 11.60
m/z 41.10 39.89%
5000 67.0 ‘/\N\N\\/\/A/\WWM\J\
39.0 53,0 “ ‘ 126.0
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40 11.60

8270-BF122415.M Mon Dec 28 17:46:58 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknownll.86 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.86 2.60 ng 53177 Phenanthrene-d10 11.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lactose 342 C12H22011 000063-42-3 43
2 .alpha.-d-Riboside. 1-0O-dodecvl- 318 C17H3405 1000154-76-8 38
3 .alpha.-D-Glucofuranose. 1.2-0-(... 220 C9H1606 018549-40-1 27
4 Decane 142 C10H22 000124-18-5 11
5 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 10

Abundance Scan 855 (11.859 min): BF084120.D (-853) (-) m/z 73.00 100.00%

5000

171.1 213.2

11.60 11.80 12.00 12.20
m/z 60.00 74.89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #137740: Lactose

11,60 11.80 12.00 12.20
m/z 55.10 66.00%

5000

163.0 191.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73.0
T
11.60 11.80 12.00 12.20
5000 m/z 41.10 65.77%

43.0
99.0 9.0
. 133.0 215.0241.0 287.0 319.0

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

Abundance #69795: .alpha.-D-Glucofuranose, 1,2-O-(1-methylethylidene)- B EmamE B S
. 11.60 11.80 12.00 12.20

m/z 57.10 61.88%

5000
145.0

189.0 220.0
e e REEEE mam
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 4.98 ng 81940 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 81
2 4-Pvrrolvlbenzaldehvde 171 C11HONO 023351-05-5 47
3 2.7-dithiatricvclol4.3.1.0¢3.8)1... 250 C8H11BrS2 1000197-96-2 43
4 Quinoline. 2.3.4-trimethvl- 171 C12H13N 002437-72-1 40
5 Benzoic acid, 2,6-difluoro-4-met... 202 C9H8F203 084937-82-6 40
Abundance Scan 998 (13.494 min): BF084120.D (-995) (-) m/z 171.10 100.00%
171.1
5000
83.1
128.1
44.1 13.20 13.40 13.60 13.80
O et -|:'...’fo.‘?.?‘.,.ll..,lf‘?..l,.. s 922 2811 hy7 83.10 22.73%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89317: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(d...
171.0
5000 LI SN SULLN SULLN SULE.
13.20 13.40 13.60 13.80
83.0 m/z 128.10 16.11%
56.0 128.0
0 al, ol ‘ | ‘ | 209 0 252 0
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 2éo 280
Abundance
171.0
13.20 13.40 13.60 13.80
0
5000 1150 1450 m/z 71.10 14 .68%
51.0
0210 85.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88676: 2,7-dithiatricyclo[4.3.1. 0(3 8)]decane, 10-bromo
45.0 87.0 17 13.20 13.40 13.60 13.80
m/z 98.10 10.33%
137.0
5000 5.0 111.0
o il L2180 200 R | S W
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084120.D

Aca On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample : G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 1-Hexadecanesulfonyl chloride Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.80 3.12 ng 51345 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 72
2 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 58
3 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 58
4 Chloroacetic acid. tetradecvl ester 290 C16H31CI02 018277-86-6 52
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 52

Abundance Scan 1025 (13.802 min): BF084120.D (-1023) (-) m/z 57.10 100.00%
57.1
5000
5.1
281.1 N
|2||0|9'1 | 13.40 1360 13.80 14.00 14.20
ob e m/z 83.10 86.31%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0
5000 LN BRI SRR BRI B
13.40 13.60 13.80 14.00 14.20
fs.o m/z 97.10  74.40%
224.0
OIIH “‘.“l“.”‘l‘h.“.“l .‘..‘?07..0...|....|....|....|....|...
m/z--> 0 100 200 300 400 500 600 700 800
Abundance
83.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 71.29%
224.0
o 154.0 327.0 4360 5540 822.0
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #124064: Acetic acid, octadecy! ester A RREEE RS E ST
43.0 13.40 13.60 13.80 14.00 14.20
m/z 43.10 63.07%
5000
1.0
oL ‘ || 18102520
m/z--> 0 100 200 300 400 500 600 700 800 13.40 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122415\
Data File : BF084120.D

Acq On : 25 Dec 2015 10:43

Operator : UM/SJ

Sample - G4951-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_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 7.9 ng 112650 1 6.80 286754 20.0
unknown8.02 8.02 3.0 ng 58835 2 8.09 396856 20.0
unknown8 .96 8.96 2.0 ng 40178 2 8.09 396856 20.0
unknown9 .34 9.34 2.1 ng 48291 3 9.84 468351 20.0
unknown9 .48 9.48 2.8 ng 65173 3 9.84 468351 20.0
unknown10.14 10.14 2.0 ng 47725 3 9.84 468351 20.0
unknown10.19 10.19 3.6 ng 85362 3 9.84 468351 20.0
unknown1l1.19 11.19 2.6 ng 52807 4 11.32 408901 20.0
unknownll.86 11.86 2.6 ng 53177 4 11.32 408901 20.0
1,3,5-Triazine-2,... 13.49 5.0 ng 81940 5 13.96 329141 20.0
1-Hexadecanesulfo... 13.80 3.1 ng 51345 5 13.96 329141 20.0
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