LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084593.D
Aca On - 22 Jan 2016 17:00 Instrument :
Operator : SJ/1Z E?Afs el

- _ lentosampleld :
3?22'6 : H1187-02 P001-SS016-3036-01
ALS Vial : 11 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-BF123115.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 4.213 184 186 191 rBvV 170230 220304 3.76% 0.354%
2 4.921 243 248 250 rBVY 2147005 3983863 68.08% 6.402%
3 5.344 282 285 288 rBVY 4144702 5489378 93.81% 8.822%
4 5.744 318 320 323 rBV 332576 290156 4 .96% 0.466%
5 6.396 374 377 379 rBVY 4991312 5393241 92.16% 8.667%
6 6.521 385 388 390 rBVY 4476865 5851850 100.00% 9.404%
7 6.739 405 407 410 rBV 995300 1168259 19.96% 1.877%
8 6.899 419 421 423 rBV 4131662 3781503 64.62% 6.077%
9 7.310 454 457 460 rBV 3104912 3252185 55.58% 5.226%
10 7.424 463 467 474 rBV 144352 237986 4_.07% 0.382%
11 7.779 492 498 501 rBV 67946 86612 1.48% 0.139%
12 7.950 510 513 515 rBV 39254 62335 1.07% 0.100%

13 8.030 518 520 522 rvV 1951705 1643772 28.09% 2.642%
14 8.385 548 551 555 rBvV 75456 113705 1.94% 0.183%
15 8.990 602 604 612 rVB3 52008 87491 1.50% 0.141%

16 9.116 612 615 617 rBVY 4683663 5842567 99.84% 9.389%
17 9.253 624 627 630 rvB2 48411 71126 1.22% 0.114%
18 9.505 647 649 651 rBV 1135236 1495803 25.56% 2.404%
19 9.722 662 668 671 rBv2 66072 125057 2.14% 0.201%
20 9.779 671 673 676 rVB 1386390 1756511 30.02% 2.823%

21 10.008 685 693 695 rBv7 22833 80167 1.37% 0.129%
22 10.225 711 712 714 rVB 137566 110654 1.89% 0.178%
23 10.442 728 731 735 rBV 46586 84559 1.44% 0.136%

24 10.568 740 742 745 rBV2 2565349 3784827 64.68% 6.082%
25 10.705 752 754 757 rBV2 109744 197876 3.38% 0.318%

26 10.796 760 762 764 rvv2 84539 117531 2.01% 0.189%

27 10.830 764 765 768 rvv3 58545 77042 1.32% 0.124%
28 10.899 768 771 773 rVvv2 40187 93854 1.60% 0.151%
29 10.979 777 778 780 rvVv 89385 91775 1.57% 0.147%

30 11.150 789 793 794 rBV 89462 128801 2.20% 0.207%

31 11.265 801 803 805 rBV 2034291 1734634 29.64% 2.788%

32 11.322 806 808 813 rVvB3 34565 65163 1.11% 0.105%
33 11.813 849 851 852 rBvV 87608 81849 1.40% 0.132%
34 12.145 878 880 882 rBv2 67773 74318 1.27% 0.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084593.D
Aca On - 22 Jan 2016 17:00 Instrument :
Operator : SJ/1Z E?Afs el

- _ lentosampleld :
3?22'6 : H1187-02 P001-SS016-3036-01
ALS Vial : 11 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-BF123115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.305 892 894 895 rvv 82695 87750 1.50% 0.141%

36 12.339 895 897 901 rvB2 45665 108435 1.85% 0.174%
37 12.499 910 911 915 rVB 98324 120257 2.06% 0.193%
38 12.648 920 924 926 rBV 114979 203087 3.47% 0.326%
39 12.694 926 928 933 rvv5 48933 130465 2.23% 0.210%
40 12.854 939 942 944 rBV 4303425 5505184 94.08% 8.847%

41 13.002 953 955 956 rBV 139628 150351 2.57% 0.242%
42 13.139 965 967 969 rvB2 44022 62072 1.06% 0.100%
43 13.265 975 978 980 rBVvV2 32618 83266 1.42% 0.134%
44 13.334 981 984 986 rvV 188902 338460 5.78% 0.544%
45 13.379 986 988 990 rvv 303710 330447 5.65% 0.531%

46 13.471 993 996 997 rvv 212715 285214 4._.87% 0.458%
47 13.505 997 999 1000 rvv 388788 384038 6.56% 0.617%
48 13.551 1000 1003 1006 rVB2 150722 233534 3.99% 0.375%
49 13.699 1014 1016 1019 rVB 193548 222709 3.81% 0.358%
50 13.768 1019 1022 1024 rBV 196649 357138 6.10% 0.574%

51 13.814 1024 1026 1029 rVB 311674 389909 6.66% 0.627%
52 13.859 1029 1030 1031 rBV 169919 142871 2.44% 0.230%
53 13.894 1031 1033 1035 rVB 1048453 1409321 24.08% 2.265%
54 14.042 1044 1046 1049 rBV3 41569 96326 1.65% 0.155%
55 14.122 1051 1053 1055 rVvVv 229546 266499 4 _55% 0.428%

56 14.168 1055 1057 1059 rvVv 103350 189654 3.24% 0.305%

57 14.214 1059 1061 1062 rVvV 50363 76706 1.31% 0.123%
58 14.248 1062 1064 1066 rVB2 76122 104468 1.79% 0.168%
59 14.339 1070 1072 1075 rVvV 50324 93641 1.60% 0.150%

60 14.419 1075 1079 1080 rVvVv 247652 355720 6.08% 0.572%

61 14.454 1080 1082 1085 rVv2 53374 111256 1.90% 0.179%
62 14.568 1088 1092 1094 rVV2 254476 429811 7.34% 0.691%
63 14.614 1094 1096 1098 rVB 85554 116936 2.00% 0.188%
64 14.751 1106 1108 1112 rVB2 81470 119830 2.05% 0.193%
65 14.865 1115 1118 1120 rVV2 100254 141082 2.41% 0.227%

66 14.911 1120 1122 1125 rVB2 47881 84949 1.45% 0.137%
67 14.991 1127 1129 1131 rBV 92811 95104 1.63% 0.153%
68 15.288 1153 1155 1158 rBV 763826 1030642 17.61% 1.656%
69 15.517 1173 1175 1180 rVB5 28030 59203 1.01% 0.095%

70 15.734 1191 1194 1197 rBV 94865 149617 2.56% 0.240%
71 16.191 1231 1234 1242 rVB4 26101 86258 1.47% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

3?22 le H1187-02 P001-55016-3036-01
ALS Vial : 11 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.717 1277 1280 1284 rBV2 41037 73485 1.26% 0.118%
73 17.163 1315 1319 1325 rBVS 20642 66331 1.13% 0.107%
74 17.345 1332 1335 1341 rVB3 26204 69312 1.18% 0.111%
75 18.088 1395 1400 1405 rBV3 25108 85872 1.47% 0.138%

76 18.991 1473 1479 1484 rVB7 26522 101472 1.73% 0.163%

Sum of corrected areas: 62225436
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
5000000 TIC: BF084593.D

6.52

5.34 6.90
4000000

7.31
3000000

4.92
2000000

1000000 6.74

5.74
4[.\21 L \7.42 7.78

R e B O e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance -
5000000 TIC: BF084593.D

12.85

4000000

3000000
10.57

11.26
2000000] 8:03

9.78
9.50

51
BE3.7
4 10.22 410 R v s 13-@@.1&%%%?& A
8.38 8.99| 925 9.72 10.01 10.44 | 1011608081 151 30 11.81  12.112236k2. 92689

0 T L o e B A B o B e o o e L B e e e e e e e e L

1
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 -
5000000 TIC: BF084593.D

1000000

4000000

3000000

2000000

1000000

15.5215.73 16.19 16.72 17.147.35 18.09 18.99

o] E————EE R e L e = e A

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\BF012216\
Data File : BF084593.D

Aca On : 22 Jan 2016 17:00

Operator : SJ/1Z

Sample : H1187-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 14

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

4.21 3.77 ng 220304 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 72
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 72
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72

Abundance Scan 186 (4.213 min): BF084593.D (-184) (-) m/z 55.10 100.00%
55 83
5000 43
98
3.80 4.00 4.20 4.40 4.60
0 ...,....,....,...3?‘,':...,".|.:.,..‘??,...77.,....,....,.... m/z 83.10 95.35%
m/z--> 10 30 60 70 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55 83
5000 43 [ T
29 98 3.80 4.00 4.20 4.40 4.60
m/z 43.05 44 .32%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
L S SUILIL I SULLS UL UL SURILL IUSIL UL B
m/z--> 10 40 50 70 90 100
Abundance
83
% [rrrrprrrrprrr T
43 3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 29.66%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 30 40 50 60 70 8 90 100
Abundance #3308: 2-Pentene, 2,3-dimethyl- T
5 83 3.80 4.00 4.20 4.40 4.60
a1 m/z 39.10 28.74%
5000 o7 98
69
15
Unnas 'j"l" *Jl"'*k l""'wl""l'l(??""i "??I' "'?%" T [ Ty
m/z--> 10 40 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF012216\
BF084593.D

22 Jan 2016 17:00

SJ/1Z

H1187-02

11 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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

... Concentration Rank 2

Peak Number

2 2-Pentanone, 4-hydroxy-4-me

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

4.92 68.20 ng 3983860 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 248 (4.921 min): BF084593.D (-243) (-) m/z 43.10 100.00%
43
59
5000
T 250 450 500 550
Obrrrrre 30l SLYIL 69 8 | TW/z 59.10 61.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL
59 460 480 500 520
m/z 101.10 20.74%
31 83 g3 101
O P T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 14 .89%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- AR mE RS R
59 4.60 4.80 5.00 5.20
31 m/z 41.10 9.36%
5000 41
73
0 'W'%?'P"'I”"I'”'?}"W""P"'I“g?l"”%Q?"P"'I”"I"”I"'W DR SARE SRS SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 9

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

5.74 4.97 ng 290156 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 38
3 N.N"-Bis(2-methvl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10
4 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 320 (5.744 min): BF084593.D (-318) (-) m/z 43.05 100.00%
48 73
5000
55 s 100 115 540 560 580 6.00
O o L L e e e m/z 73.10 91.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
48 73
5000 A RN RS LS
540 5.60 5.80 6.00
m/z 41.05 10.75%
15 29 55 43 83 100 1}5
0:::::‘::|||‘i‘||||‘ﬁ|‘|||||| |||||l|||‘|||||||‘|||||||||||| S—
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
30 73
43 540 5.60 5.80 6.00
5000 m/z 115.10 10.12%
o 51 58 83 100 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #92999: N,N'-Bis(2-methyl-2-nitrosopentan-4-one) EEam e REmme ma
48 540 5.60 5.80 6.00
m/z 42.05 6.47%
5000
99
o 15 27 ol 56 72 83 130
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.52 Concentration Rank 1

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

6.52 100.18 ng 5851850 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
3 Xenon 132 Xe 007440-63-3 9
4 1-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 388 (6.521 min): BF084593.D (-385) (-) m/z 132.00 100.00%
5000
68
0 6 6.20 640 6.60 6.80
4 54 75 104 . . . .
Obrr ey i Ol 087 Ly us Ml Tm/z 134.00  35.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRR S SRR
a1 o7 6.20 6.40 6.60 6.80
53 - 117 m/z 68.10 33.42%
o) e ?ﬂ ERRRR i‘.‘.‘. .69.‘.‘2 l‘l : I\I\I‘I\I : .8.‘?. .‘ﬁ M ?-.0.5. o .‘.‘,1.2.‘.1. I‘ ‘. aRas
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
A
6.20 6.40 6.60 6.80
5000 m/z 66.10 21.57%
o 15 28 39 52 @ e 14,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14069: Xenon L L L L L BN
132 6.20 6.40 6.60 6.80
m/z 96.10 14 .45%
5000
66
0 “H 124\‘
LA LR SRR S NI IR IR NN INRARE LA AR BRSNS SRR A SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hexanoic acid, 2-ethyl- Concentration Rank 18

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

7.42 2.90 ng 237986 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 52
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 38
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 38
4 Butanoic acid. 2-methvl-. methvl... 116 C6H1202 000868-57-5 35
5 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 35

Abundance Scan 467 (7.424 min): BF084593.D (-463) (-) m/z 73.10 100.00%
3
5000 M 123
101
‘ | 7.00 7.20 7.40 7.60 7.80
o N N T m/z 88.00 76.96%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000 IR R L L
41 7.00 7.20 7.40 7.60 7.80
‘ 101 m/z 123.10 44 .65%
oL Ul h‘.h J.”}%g. N,
m/z--> 50 100 150 200 250 300 350
Abundance
88
7.00 7.20 7.40 7.60 7.80
5000 m/z 57.10 43.40%
41
0 [fs 158
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 83 7.00 7.20 7.40 7.60 7.80
m/z 41.05 39.28%
5000 7
0 M Jl..i{ ‘!;09 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350 700 7.0 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.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 unknownl2.65 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.88 ng 203087 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. bis(1.1.3.3-tetrameth... 290 C16H34S2 029956-99-8 36
2 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 28
3 6-Tridecene. 2.2.4.10.12.12-hexa... 392 C28H56 055255-73-7 17
4 2-Azido-2.4.4.6.6.8.8-heptamethv... 267 C16H33N3 1000293-29-1 12
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 10
Abundance Scan 924 (12.648 min): BF084593.D (-920) (-) m/z 57.10 100.00%
57
5000 113
83 " 12:40 12.60 12.80 13.00
169 362
0 ...J',J.L.l-.J-,J..1‘.‘1,.'...,.... S, . m/z 113.10 45.86%
miz--> 0 50 100 150 200 250 300 350
Abundance #112069: Disulfide, bis(1,1,3,3-tetramethylbutyl)
57
5000 RIS BN SUNILN SRR S
12.40 12.60 12.80 13.00
113 m/z 97.10 17 .55%
29
0 < 163 290
LIS S WU WU DL UL UL UL
miz--> 0 50 100 150 200 250 300 350
Abundance
57
" 12:40 12.60 12.80 13.00
5000] o7 113 m/z 111.10 17.01%
83
143
L e L L W WAL UL
miz--> 0 50 100 150 200 250 300 350
Abundance #154722: 6-Tridecene, 2,2,4,10,12,lZ—hexamethyI—?—(3,5,5—t... LI N
57 12.40 12.60 12.80 13.00
m/z 55.10 15.37%
5000
112
o a1 | 483 | 130 168 103 224 251 280 305 333 392
miz--> 0 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 ' 12.'40 12.|60 12.I80 13.'00

8270-BF123115.M Mon Jan 25 16:04:45 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2,2,3,3-Tetramethylcyclopro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.33 4.80 ng 338460 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.3.3-Tetramethvlcvclopropanec... 238 C15H2602 1000221-97-5 50
2 4-Methvl-2.3-hexadien-1-ol 112 C7H120 1000196-09-6 47
3 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 45
4 Bicvclol3.2.01lheptan-2-one. 6-hv... 166 C10H1402 1000154-96-8 45
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 42
Abundance Scan 984 (13.334 min): BF084593.D (-981) (-) m/z 97.10 100.00%
o7
57
5000
n | 6o 83 | T 13.00 13.20 13.40 13.60
153 : : : :
0 ,....,“...|!,..:.,'...:-,..'.|.,1.2?.1.3;9.... 166 183 224 m/z 57.10 62.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81106: 2,2,3,3-Tetramethylcyclopropanecarboxylic acid, 4-...
97
55
5000 SR AR SRR SR UL
127 13.00 13.20 13.40 13.60
41 83 142 m/z 113.10 18.69%
29 69 109 \
0 |.‘l‘..‘l‘...‘l“lu‘.‘..l“...Nluu‘..lu‘... — ...:!-80.... ””22|3”2|38|
m/z--> 20 40 60 8 100 120 140 160 180 200 220 240
Abundance
41 81 97
55 13.00 13.20 13.40 13.60
5000 67 m/z 55.10 15.71%
27 112
0 [rrrryrrrrrrTT T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11207: 2-Hexene, 3,4,4tr|methy| LI L B L B LA
55 97 13.00 13.20 13.40 13.60
m/z 41.10 11.45%
5000
41 69
126
[IREEE
0 ||||||||||‘||‘||||||||||||||||||||||||||||||||| ||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.20 13.40 13.60

8270-BF123115.M Mon Jan 25 16:04:46 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl13.38 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.38 4.69 ng 330447 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiophenepropanenitrile 137 C7H7NS 005722-13-4 35
2 Phosphite. tris(2.4-dimethvlpent... 376 C21H4503P 1000159-84-4 32
3 Hexanoic acid. 4-tetradecvl ester 312 C20H4002 1000279-29-8 27
4 Hexanoic acid. 3-tetradecvl ester 312 C20H4002 1000279-29-7 27
5 1H-Pyrazole, 5-ethyl-4,5-dihydro... 126 C7H14N2 021981-22-6 22
Abundance Scan 988 (13.379 min): BF084593.D (-986) (-) m/z 57.10 100.00%
57 99
5000 137
k 15 13.00 13.20 1340 13.60
8 ) ) ) )
I 8 ,|. B m/z 99.10  95.37%
m/z--> 50 100 150 200 250 300 350
Abundance #16098: 2-Thiophenepropanenitrile
97
5000 13.00 13.20 1340 13.60
45 137 m/z 97.10  73.96%
27 ‘ 6‘9
S U s e L S
m/z--> 50 100 150 200 250 300 350
Abundance
57 99
13.00 13.20 1340 13.60
5000 137 m/z 43.10 67.42%
27 163
o 81 | 119 181 261280 333 376
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #124088: Hexanoic acid, 4-tetradecy! ester e A REame nma e
99 13.00 13.20 13.40 13.60
43 m/z 137.10 42.27%
5000
71
o?g.l..,a’»l.h.w.l%Z?.l?%l?l.l.??.... 20 | M A
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF123115.M Mon Jan 25 16:04:47 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.47 4.05 ng 285214 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 83
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 38
3 Propanedioic acid. 2-propenvl-. ... 172 C8H1204 040637-56-7 35
4 Borinic acid. diethvl-. (2-ethvl... 198 C9H20B203 058163-56-7 17
5 Acetamide, N-(4-fluorophenyl)-2-_._. 251 C13H18FN30 1000267-87-7 16
Abundance Scan 996 (13.471 min): BF084593.D (-993) (-) m/z 57.10 100.00%
57
97 113
5000

83

13.20 13.40 13.60 13.80

139153 169 165

213

0 m/z 113.10 56.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72508: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 LA L L L L LN
13.20 13.40 13.60 13.80
8397113 m/z 97.10 53.14%
o bl ‘ J 137153168
T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 71
B A RRREE R
43 13.20 13.40 13.60 13.80
5000 28 m/z 55.10 24 .48%
113
0 14 85 99 135149 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37834: Propanedioic acid, 2-propenyl-, dimethyl ester B A RRREE R
81 13.20 13.40 13.60 13.80
m/z 83.10 23.25%
a1 %
5000 27

157172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13. 60 13. 80

8270-BF123115.M Mon Jan 25 16:04:48 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl3.51 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.51 5.45 ng 384038 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formaldehvde. dipropvlhvdrazone 128 C7H16N2 054253-56-4 37
2 2-Propvithiazole 127 C6HONS 017626-75-4 35
3 4-Butoxv-2.4-dimethvl-2-pentene 170 C11H220 1000159-08-7 32
4 2.2-Dimethvl-3-octanone 156 C10H200 005340-64-7 32
5 Hexanoic acid, 4-hexadecyl ester 340 C22H4402 1000282-83-8 25
Abundance Scan 999 (13.505 min): BF084593.D (-997) (-) m/z 99.10 100.00%
57 99
5000
155 O e
41 83 I I I I I
13.20 13.40 13.60 13.80
0...,....,“...!,..|"..,|.... .?.?,...1.‘,‘9..|.,..?.7,7.???,.2]1.1.,.... 2ok m/z 57.10  84.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11969: Formaldehyde, dipropylhydrazone
99
57
5000 USRALA BN SN SR
43 1320 13.40 13.60 13.80
128 m/z 111.10 31.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58 99
13.20 13.40 13.60 13.80
so0o] 27 m/z 97.10 24 .85%
41 126

85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36113: 4-Butoxy-2,4-dimethyl-2-pentene B EmEE B B
13.20 13.40 13.60 13.80

m/z 69.10 21.80%

5000

13. 20 13. 40 13 60 13 80

8270-BF123115.M Mon Jan 25 16:04:48 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084593.D

Aca On : 22 Jan 2016 17:00

Operator : SJ/1Z

Sample : H1187-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 12 unknownl3.55 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.55 3.31 ng 233534 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acethvdrazide. N2-(1.2-dimethvlp... 142 C7H14N20 119393-09-8 47
2 4.8.12-Trimethvltridecan-4-olide 254 C16H3002 220904-24-5 43
3 Hexanoic acid. 6-tridecvl ester 298 C19H3802 1000279-29-5 43
4 Pvrrol-2(5H)-one. 4-acetvl-5-(2-... 363 C18H22CIN303 302566-40-1 43
5 Diaziridine, 1,2-dipropyl- 128 C7H16N2 006794-92-9 42
Abundance Scan 1003 (13.551 min): BF084593.D (-1000) (-) m/z 99.10 100.00%
57 9o
5000
e T Ry
137 : : . .
o 124 le7 183 2l m/z 57.10 92.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18782: Acethydrazide, N2-(1,2-dimethylpropylideno)-
99
43
57
5000 R B SRR AR B
n Bmmmmmnm
m/z 69.10 26.92%
H I H\ 114127 142
0|"“l“'w'“'w"w'“'w'“l'“'w'“ ISREBEBRRARE RS SRR
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
99
13.20 13.40 13.60 13.80
5000 43 m/z 55.10 26.74%
% 69 gy 114
O e o A39151 166 184 199 221 236 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116662: Hexanoic acid, 6-tridecyl ester T
90 13.20 13.40 13.60 13.80
m/z 111.10 25.66%
43
5000 55
29 71
0 \ il H ‘ h ‘\ ‘H () 3“;‘"7 140 154 182 199 227
m/z--> 20 ' 80 1(')0 120 14'10 160 180 200 22'0 24'10 ' 13. 20 13. 40 13 60 13. 80 '

8270-BF123115.M Mon Jan 25 16:04:49 2016

P001-SS016-3036-01

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl13.70 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.70 3.16 ng 222709 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4.4-Tetramethvloctane 170 C12H26 062183-79-3 22
2 3-Heptene. 2.2.4.6.6-pentamethvl- 168 C12H24 000123-48-8 17
3 Nonane. 2.5-dimethyl- 156 C11H24 017302-27-1 10
4 1-Hexene. 2.4.4-triethvl- 168 C12H24 1000156-96-5 10
5 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 10
Abundance Scan 1016 (13.699 min): BF084593.D (-1014) (-) m/z 57.10 100.00%
57
97
5000 43
13 137
8 199 '13.40 13.60 13.80 14.00 |
226 : : : :
Ol rrrrrrrefies ,..'..,I....',...-.,....',...l,.1.7.1.,..1??’,.2]1.1. 8L Tm/z 97.10  68.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36193: 2,2,4,4-Tetramethyloctane
57
5000 LI B UL SULRLE B
Bmmmmmmm
41 99 m/z 43.10 46 .43%
ol 2 || Ties 113
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 2éo
Abundance
57 97
'13.40 13.60 13.80 14.00 |
5000 41 m/z 137.10 40.20%
g3 | 112 168
27 153
0‘
m‘mmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27136: Nonane, 2,5-dimethyl- o e
57 Bmmmmmmm
43 m/z 99.10 34.70%
5000
85
29 71
ol 15 1 w Lo ‘ | 113127141156
m/z--> 25 Jo éo 85 160 120 140 160 180 200 220 240 2éo 2éo 1340 1360 1380 1400 '

8270-BF123115.M Mon Jan 25 16:04:50 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.07 ng 357138 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 80
2 17-Pentatriacontene 491 C35H70 006971-40-0 80
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 68
4 1-Heptadecanol 256 C17H360 001454-85-9 58
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 58
Abundance Scan 1022 (13.768 min): BF084593.D (-1019) (-) m/z 57.10 100.00%
57
83
5000
N Jlll NS U BN SV I
140 13.40 13.60 13.80 14.00
obrd L h o207 281 | W/z 43.10 67.22%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
5000 DR A R AR B
29 13. 40 13. 60 13 80 14.00
105 m/z 55.10 63.02%
0 ..“.“ I\IHI I‘H‘I\H\I bt \|1|5|3?'|8:!'| s .?0.8. S e LR
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
1340 13.60 13.80 14.00
5000 83 m/z 83.10 58.70%
111
o 139167 196 224 267292 321 462 490
miz--> 0 55 160 1éo 260 250 300 350 460 4%0 '
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester R e EEaE L
57 8 13.40 13.60 13.80 14.00
m/z 69.10 41 .40%
5000 111
29
o ‘ 1139167 210 238263
miz--> 0 50 1(')0 1éo 2(')0 251,0 3(')0 35'30 4(')0 4&1,0 ' 13. 40 13. 60 13 80 14. 00 '

8270-BF123115.M Mon Jan 25 16:04:51 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl13.81 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.81 5.53 ng 389909 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole. 4-nitro- 113 C3H3N302 002075-46-9 35
2 2.6.9-Undecatrione 198 C11H1803 078975-91-4 28
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 25
4 2-Pentenal. 2.4.4-trimethvl- 126 C8H140 053907-61-2 25
5 4-Fluoro-6-aminopyrimidine 113 C4H4FN3 051421-96-6 22
Abundance Scan 1026 (13.814 min): BF084593.D (-1024) (-) m/z 57.10 100.00%
113
5000

13.40 13.60 13.80 14.00 14.20

0! m/z 113.10 58.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6679: 1H-Pyrazole, 4-nitro-
113
5000 IAEUNAUNAUUNSUUNE
39 13.40 13.60 13.80 14.00 14.20
83 m/z 111.10 21.65%
56 97
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 113
57 85 IAEUNAUNUNSUUN
13.40 13.60 13.80 14.00 14.20
5000 = m/z 97.10 17.13%
141
180
99 | 127 | 155 198

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

Abundance #139663: 3-Chloropropionic acid, heptadecy! ester B B e
3 13.40 13.60 13.80 14.00 14.20
97 m/z 69.10 14 .86%

5000

125

139154168182196210224238 253
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20

8270-BF123115.M Mon Jan 25 16:04:52 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : 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 2H-Pyran-2-one, 5,6-dihydro... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.12 3.78 ng 266499 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran-2-one. 5.6-dihvdro-6-pe... 168 C10H1602 054814-64-1 59
2 Thiophene. 2-hexvl- 168 C10H16S 018794-77-9 59
3 Cvclohexane. l1l-ethvl-1-methvl- 126 C9H18 004926-90-3 42
4 3-Decen-5-one. 2-methvl- 168 C11H200 032064-75-8 39
5 2-Thiopheneacetic acid, 2-butyl ... 198 C10H1402S 1000278-92-0 38
Abundance Scan 1053 (14.122 min): BF084593.D (-1051) (-) m/z 97.10 100.00%
o7
5000 57
43 69 83 111 153 13.80 14.00 14.20 14.40
oL W S0 LY 125139183 168181105 211224 242 T ET 10 36 70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34387: 2H-Pyran-2-one, 5,6-dihydro-6-pentyl-
68 97
5000 41 SRR SRR UL RN
13.80 14.00 14.20 14.40
29 m/z 99.10 31.44%
R ‘ 81 | 112125139 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
97
13.80 14.00 14.20 14.40
5000 m/z 55.10 14 .96%
168
. 29 M3 55 67 84 | 111,015
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11244: Cyclohexane, 1-ethyl-1-methyl- R R mEEE
55 o7 13.80 14.00 14.20 14.40
m/z 98.10 9.41%
5000
69
0 ..1?,....,....,....,... s N — S
m/z--> 20 60 80 100 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl4.42 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.42 5.05 ng 355720 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 38
2 Phosphonic acid. methvl-. diocty... 320 C17H3703P 001832-68-4 38
3 Methvlphosphonic acid. dinonvl e... 348 C19H4103P 095428-88-9 37
4 2-Thiopheneacetic acid. 2-butvl ... 198 C10H1402S 1000278-92-0 33
5 Cyclohexane, 1l-bromo-4-methyl- 176 C7H13Br 006294-40-2 33
Abundance Scan 1079 (14.419 min): BF084593.D (-1075) (-) m/z 97.10 100.00%
o7
57
5000
153 14.00 14.20 14.40 14.60 14.80
NI W B ECE RO T S R o o 1o~
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #11207: 2-Hexene, 3,4,4-trimethyl-
o7
55
5000 R AN SRR LR B
14.00 14.20 14.40 14.60 14.80
H 126 m/z 113.10 21.05%
mz-> 20 4'0 6|0 8IO 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
97
14.00 14.20 14.40 14.60 14.80
5000 m/z 55.10 15.68%
41
209
o 58 19 125 151 177 249 277 321
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #140426: Methylphosphonic acid, dinony! ester A ERmaEmamEs R
o7 14.00 14.20 14.40 14.60 14.80
m/z 98.10 9.14%
5000
43 223
o 69 125 151 175193 ! 241258275292309 332349
mz-> 20 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknownl14.57 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .57 6.10 ng 429811 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butoxv-2.4-dimethvIl-2-pentene 170 C11H220 1000159-08-7 42
2 D-Gulonic acid. .aamma.-lactone.... 254 C10H16B206 074128-60-2 37
N-(3-Chloro-2-methvl-phenvl)-N"-_._. 324 C15H21CIN402 1000294-79-6 35
4 1-Methvl-1-(2.2-dimethvipropvl)o... 186 C10H220Si 1000216-96-9 32
5 Tetrahydrofuran-2-one, 3-[2-pent... 168 C10H1602 1000132-08-6 25
Abundance Scan 1092 (14.568 min): BF084593.D (-1088) (-) m/z 99.10 100.00%
57 99
5000
155
4 83 14.20 14.40 14.60 14.80
0 ,....,J....,..|'..,|... LA s A A m/z 57.10  87.44%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #36113: 4-Butoxy-2,4-dimethyl-2-pentene
99
43
5000 L L B B IR
155 14.20 14.40 14.60 14.80
2 15 m/z 97.10  35.04%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
14.20 14.40 14.60 14.80
5000 m/z 111.10 31.69%
43
ol 27 0 124140156 178104 205 054
A R R RS L LA LA AR RN SRR AR RS LARRS RARRS AR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129615: N-(3-Chloro-2-methyl-phenyl)-N-(2-piperazin-1-yl... R e R
99 14.20 14.40 14.60 14.80
m/z 155.20 28 .55%
5000
o 40 ,6 77 | ‘ 156 177 212 239 268 324
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084593.D

Aca On - 22 Jan 2016 17:00

Operator : SJ/1Z

ﬁ?ggle i H1187-02 P001-55016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknownl14.87 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .87 2.74 ng 141082 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluoro-6-aminopvrimidine 113 C4H4FN3 051421-96-6 46
2 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 40
3 Pvrazole. 3-nitro- 113 C3H3N302 026621-44-3 38
4 1H-Pvrazole. 4-nitro- 113 C3H3N302 002075-46-9 38
5 3-Heptadec-8-enyl-2,4,10-trioxa-... 378 C24H4203 1000189-57-5 38
Abundance Scan 1118 (14.865 min): BF084593.D (-1115) (-) m/z 57.10 100.00%

113

5000
97

14.60 14.80 15.00 15.20
m/z 113.10  79.95%

169
o 136151 185 207 267282
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #6689: 4-Fluoro-6-aminopyrimidine
113
5000 LA L L L L L LB L
14.60 14.80 15.00 15.20
41 59 m/z 97.10 27 .93%
0 2 85 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R Bl Ea e e
14.60 14.80 15.00 15.20
5000 m/z 111.10 24.82%
97 113
83
o 137 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6677: Pyrazole, 3-nitro- Al B B
113 14.60 14.80 15.00 15.20
m/z 83.10 18.92%
5000
40 83
66 ‘ 97
0,.”ﬂJJ.P”.“.”P.mlnnln.w”...”..”..”..”.P.”P. R LR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084593.D

Aca On : 22 Jan 2016 17:00

Operator : SJ/1Z

Sample : H1187-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 20 Pentadecane, 8-heptyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.73 2.90 ng 149617 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 1194 (15.734 min): BF084593.D (-1191) (-) m/z 57.10 100.00%
g7
5000 T ”\/J\L
4 113 15.40 15.60 15.80 16.00
155 : - - -
o...,....,-...|,..:.~,-....1|....,...1.3?..'. s s A+ Tw/z 71.10 53.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 U DA DU UL SURR AR
4 15.40 15.60 15.80 16.00
m/z 43.10 51.31%
o || ‘ Iy 141 169184 2%0 239254 309
m/z--> 20 Jo eb éo 100 150 140 160 180 200 220 240 260 280 300
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.10 46.18%
41
ol 18 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I I

Abundance #151357: Octadecane, 1-iodo- e T

57 15.40 15.60 15.80 16.00

m/z 55.10 18.37%
4
5000 85
113
ol15 I || | “"198 195 183 o1 253

R Eaa A man A E L R Ea E e AR I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15 60 15. 80 16. OO

8270-BF123115.M Mo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF012216\
Data File : BF084593.D
Acq On : 22 Jan 2016 17:00 Instrument :
Operator : SJ/I1Z gﬁA{s el

- _ lentosampleld :
3?2?6 - 118702 P001-SS016-3036-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
3-Penten-2-one, 4... 4.21 3.8 ng 220304 1 6.74 1168260 20.0
2-Pentanone, 4-hy... 4.92 68.2 ng 3983860 1 6.74 1168260 20.0
2-Pentanone, 4-me... 5.74 5.0 ng 290156 1 6.74 1168260 20.0
unknown6 .52 6.52 100.2 ng 5851850 1 6.74 1168260 20.0
Hexanoic acid, 2-... 7.42 2.9 ng 237986 2 8.03 1643770 20.0
unknownl12 .65 12.65 2.9 ng 203087 5 13.91 1409320 20.0
2,2,3,3-Tetrameth... 13.33 4.8 ng 338460 5 13.91 1409320 20.0
unknownl13.38 13.38 4.7 ng 330447 5 13.91 1409320 20.0
2,4,4,6,6,8,8-Hep... 13.47 4.0 ng 285214 5 13.91 1409320 20.0
unknownl13.51 13.51 5.5 ng 384038 5 13.91 1409320 20.0
unknown13.55 13.55 3.3 ng 233534 5 13.91 1409320 20.0
unknown13.70 13.70 3.2 ng 222709 5 13.91 1409320 20.0
1-Docosene 13.77 5.1 ng 357138 5 13.91 1409320 20.0
unknownl13.81 13.81 5.5 ng 389909 5 13.91 1409320 20.0
2H-Pyran-2-one, 5... 14.12 3.8 ng 266499 5 13.91 1409320 20.0
unknownl14 .42 14.42 5.0 ng 355720 5 13.91 1409320 20.0
unknownl14 .57 14.57 6.1 ng 429811 5 13.91 1409320 20.0
unknownl14 .87 14.87 2.7 ng 141082 6 15.29 1030640 20.0
Pentadecane, 8-he... 15.73 2.9 ng 149617 6 15.29 1030640 20.0
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