LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 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-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 heiaht area % max. total
1 3.970 188 191 201 rBvV 48337 115917 2.50% 0.254%
2 4.701 252 255 267 rBVY 1411055 2152355 46.45% 4.722%
3 5.170 293 296 312 rBVY 4324364 4480932 96.70% 9.831%
4 6.244 387 390 392 rBVY 3797419 4633939 100.00% 10.167%
5 6.347 397 399 401 rVB 4683406 4479054 96.66% 9.827%
6 6.576 416 419 421 rBV 1072306 1234261 26.64% 2.708%
7 6.724 430 432 435 rBVY 2859647 3220969 69.51% 7.067%
8 7.147 466 469 471 rBV 2724237 2946516 63.59% 6.465%
9 7.285 480 481 487 rBvV2 33269 58007 1.25% 0.127%
10 7.856 529 531 534 rBVY 1506439 1623402 35.03% 3.562%

11 8.942 623 626 628 rBV 4297056 4297056 92.73% 9.428%
12 9.342 658 661 663 rBV 1171718 1031154 22.25% 2.262%
13 9.605 682 684 687 rVB 1566818 1612449 34.80% 3.538%
14 10.062 720 724 725 rBV 59908 75805 1.64% 0.166%
15 10.393 751 753 756 rBV2 2143139 2484409 53.61% 5.451%

16 10.531 763 765 771 rVB 103663 130673 2.82% 0.287%

17 10.976 802 804 805 rBv2 70158 69598 1.50% 0.153%
18 11.079 811 813 816 rBV 1200426 1607590 34.69% 3.527%
19 11.331 833 835 839 rvB 53402 67591 1.46% 0.148%
20 11.639 860 862 866 rBv2 224385 222801 4.81% 0.489%
21 12.291 917 919 921 rBV 72761 63050 1.36% 0.138%
22 12.508 936 938 941 rBV2 68572 99217 2.14% 0.218%
23 12.668 949 0952 955 rBV 3128014 3393511 73.23% 7.446%
24 12.919 970 974 976 rBV3 25483 55853 1.21% 0.123%

25 13.582 1029 1032 1041 rBV 298245 461510 9.96% 1.013%

26 13.708 1041 1043 1046 rBV 1312830 1346774 29.06% 2.955%
27 14.211 1084 1087 1090 rBV 100781 171399 3.70% 0.376%
28 14.622 1120 1123 1126 rBV 131835 130731 2.82% 0.287%
29 14.702 1128 1130 1135 rBV 26391 52656 1.14% 0.116%
30 14.805 1135 1139 1145 rBV2 105871 310472 6.70% 0.681%

31 15.068 1159 1162 1164 rBV 686709 980404 21.16% 2.151%
32 15.102 1164 1165 1169 rVB 47090 53156 1.15% 0.117%
33 15.274 1177 1180 1185 rBV 39806 59638 1.29% 0.131%
34 15.468 1194 1197 1199 rBV 111904 178500 3.85% 0.392%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 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-BF122116.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.514 1199 1201 1204 rVVv2 39397 72715 1.57% 0.160%
36 15.880 1230 1233 1238 rVB2 37500 61293 1.32% 0.134%
37 16.120 1250 1254 1257 rBV3 27849 57702 1.25% 0.127%
38 16.303 1266 1270 1272 rBV3 28915 61167 1.32% 0.134%
39 16.360 1272 1275 1276 rVV 49161 97983 2.11% 0.215%

40 16.405 1276 1279 1285 rVV 308564 671514 14.49% 1.473%

41 16.497 1285 1287 1289 rVVv2 45948 101237 2.18% 0.222%
42 16.531 1289 1290 1297 rVB 67821 118122 2.55% 0.259%

43 16.668 1299 1302 1305 rVB3 34489 66494 1.43% 0.146%

44 16.760 1306 1310 1315 rBV5 51526 136051 2.94% 0.299%

45 17.068 1334 1337 1341 rVB5 28758 64566 1.39% 0.142%

46 17.274 1351 1355 1358 rBV5 19348 48686 1.05% 0.107%

47 17.583 1379 1382 1386 rVB3 23653 58948 1.27% 0.129%

48 18.417 1449 1455 1462 rVB10O 13493 60051 1.30% 0.132%
Sum of corrected areas: 45577878
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011317\

BF092262.D

14 Jan 2017 00:46

UM/SsJ

11031-09

23 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 TIC: BF092262.D
517 6|35
4000000 6.24
3000000 6.72 7.15
2000000
4.70
6.58
1000000
3.97 | 7.28
o=
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF092262.D
8.94
4000000
12.67
3000000
10.39
2000000
7.86 9.60
9.34 11.08
1000000
11.64 135
o \ 10.06 10.53 109§ 1133 "y 12.2912.51| 12,92
e e L i e e S A B T A o e e e
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: BF092262.D
4000000
3000000
2000000
3.71
1000000 15.07
16.41
o 14.21 {iﬂﬁ 1%ﬁw& ﬁ%mgg@@mm6nmn7ﬂ% 18.42
R B e B e R e e e L e e
Time-- 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.70 34.88 ng 2152360 1,4-Dichlorobenzene-d4 6.58
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-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 255 (4.701 min): BF092262.D (-252) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 R B e
440 460 480 5.00
83.0
o...,....,....,....',':.~..,..:J,...??;?..,.~...,....~,|....,....,....,....,...., m/z 59.10 60.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L I R L
59.0 440 460 480 500
0
150 4, 1010 m/z 101.10 21.08%
0'”IJ”P'“ﬂ'”ﬂ“'P”W'”W”'EiQI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 500
5000 41.0 m/z 58.10 15.39%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one
43.0 4.40 4.60 4.80 5.00

m/z 41.10 9.26%

5000
56.0
15.0 270
) 710 830 80
Ty T T ¥ o e e

o

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:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2 unknown6.35 Concentration Rank 1

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

6.35 72.58 ng 4479050 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 399 (6.347 min): BF092262.D (-397) (-) m/z 132.00 100.00%
13p.0
5000 68.1
%00 ™ o J S5 650 om0 oo
01 B e e m/z 68.10 46.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 3
5000 IBENAESSEBEARE SRAE
6.00 6.20 6.40 6.60
310 510 m/z 134.00 33.46%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
600 620 640 6.60
5000 m/z 66.00 27 .80%
104.0
0 270 510 %80 494
miz--> 20 40 60 80 100 120 140 160 180 1
Abundance #48639: Tranylcypromine-propiony! e N NS
57.0 13p.0 6.00 6.20 6.40 6.60
m/z 69.05 17.96%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R R A R T
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.64 2.77 ng 222801 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 N-Acetylisoxazolidine 115 C5H9NO2 115615-36-6 18
Abundance Scan 862 (11.639 min): BF092262.D (-860) (-) m/z 73.00 100.00%
73.0
43.1
5000 1291 ﬂ\_
97.1 S A A .
a1 232 1140 1160 11.80 12.00
Ol m/z 60.00 86.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LR UL UL B B
nmnmumnm
1290 2560 m/z 43.10 79.78%
. Ll LT 15201710 10402130 i
m/z--> 25 Jo ' 80 100 150 140 160 180 200 220 250 2éo
Abundance
43.0 73.0
"' 11140 11:60 11.80 12.00
5000 129.0 m/z 57.05 70.71%
970 199.0 242.0
157.0
0'“I””I””I”'W“'W”'W”'W”"'y79”"”"”'P“'P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid AR REE S L s S
73.0 11.40 11.60 11.80 12.00
43.0 m/z 41.05 60.99%
- 1 .__v,/\JL\,\ﬁhﬁ\~Vv~\_ﬂ,ﬂd_,~
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.58 6.85 ng 461510 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 87
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 1-Nonadecene 266 C19H38 018435-45-5 83
Abundance Scan 1032 (13.582 min): BF092262.D (-1029) (-) m/z 57.05 100.00%
57.0
7.1
5000
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—h
39.1 13.20 13.40 13.60 13.80 14.00
oh—— ,.|...l,.h.*.,-....2?5?'9..,.2?.1-.0,....,....,....,...., m/z 43.10 85.01%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55.0
97.0
5000 NN LR BN B
13.20 13.40 13.60 13.80 14.00
m/z 83.05 77.03%
o201 || ,\H\,M‘I (12010  ss0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
13120 13.40 13.60 13.80 14.00
5000 83.0 m/z 55.10 71.67%
. 1250 16702100  267.0307.0 490.0
BRI FURLELEL DAL LA SARLELELA UARLLESN UL SR DAL SAR
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)- A REEEN EE e e
55.0 13.20 13.40 13.60 13.80 14.00
m/z 97.10 71.30%
5000 7.0
o l 139.0 182.0223.0 280.0
miz--> 0 5'0 1(')0 1&1;0 200 250 3(')0 3&'30 4(')0 4&1,0 ' 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 17-Pentatriacontene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.21 2.55 ng 171399 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 83
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 72
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 72
4 2-Hexvl-1-octanol 214 C14H300 019780-79-1 72
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 68
Abundance Scan 1087 (14.211 min): BF092262.D (-1084) (-) m/z 57.10 100.00%
57.1
7.1
5000
01 1010 15180 14/00 1420 14140 14,60
ol . m/z 43.05 77 .41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 AR DGR BURELI ISR B

13.80 14.00 14.20 14.40 14.60
m/z 83.10 66.60%

oL L1

25.0
112501670 2100 267.0307.0 490.0
B e e Eaa ma st e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
R R R R
13.80 14.00 14.20 14.40 14.60
5000 m/z 71.10 65.71%
97.0
139.0 224.0
oA R by T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester R B
43.0 13.80 14.00 14.20 14.40 14.60
83.0 m/z 55.10 59.25%
5000
25.0
o 196.0
AN maE T
m/z--> 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.67 ng 130731 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 1.19-Eicosadiene 278 C20H38 014811-95-1 74
5 16-Heptadecenal 252 C17H320 1000144-57-9 72
Abundance Scan 1123 (14.622 min): BF092262.D (-1120) (-) m/z 57.10 100.00%
) 1

5000

207.0 281.1 14.40 14.60 14.80 15.00
m/z 82.10 95.03%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99446: Octadecanal

.0

14.40 14.60 14.80 15.00
m/z 43.10  92.44%

5000

250.0
1380 166.0 194.0 2220

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
R NI s
14.40 14.60 14.80 15.00
5000 m/z 55.05 67.25%
110.0

. 138.0 1660 1940  236.0 264.0

WWTWWWWT‘W’TW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #99459: Oxirane, hexadecy!- R  RREEEEES e
14.40 14.60 14.80 15.00

m/z 96.05 63.89%

5000

109.0
138.0

208.0 250.0

166.0
R RS ma e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.47 3.64 ng 178500 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1197 (15.468 min): BF092262.D (-1194) (-) m/z 57.10 100.00%
51.1
%50 1520 15.40 15.60 15.80
412 . . .
I ll 11 i 183020 2670 nzU7i10 0 7. 14%
m/z--> 50 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 L D B DN RO
15.20 15.40 15 60 15. 80
99.0 m/z 43.10 61.59%
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57.0
1520 15.40 15.60 15.80
5000 m/z 85.10 55.16%
99.0
o 141.0 183, 0 225.0 267 0 309.0 351.0 422.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #82608: Heptadecane A RARE TS T
57.0 15.20 15.40 15.60 15.80
m/z 55.05 22.38%
5000
99.0
o 2s0) | | JI | 141.0 183. 0 240.0
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 350 4(')0 15'20 15. 40 15 60 15. 80

8270-BF122116.M Mon Jan 16 15:04:59 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

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

... Concentration Rank 4

Peak Number 10 1H-3a,7-Methanoazulene, 2,3

R.T. EstConc Area Relative to ISTD R.T.
16.41 13.70 ng 671514 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 53
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 50
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 49
4 Guaia-3.9-diene 204 C15H24 000489-83-8 47
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 43

Abundance Scan 1279 (16.405 min): BF092262.D (-1276) (-) m/z 204.15 100.00%
204.2
5000
269.2301.3
44254 16.00 16.20 16.40 16.60 16.80
o 3034 m/z 135.05  62.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58887: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4...
93.0 135.0
41.0
5000 NS ARSUNAEUNN
204.0 16.00 16.20 16.40 16.60 16.80
\ m/z 121.05 56.64%
I e —
m/z--> 50 100 150 200 250 300 350 400
Abundance
161.0 204.0
41.0
16.00 16.20 16.40 16.60 16.80
5000 79.0 m/z 133.10 56.29%
119.0
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII W\/J\AW
m/z--> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... e R e o
204.0 16.00 16.20 16.40 16.60 16.80
m/z 69.10 51.09%
5000
95.0 161.0
41.0 \
o u?&$9hJ' e bR
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60 16.80

8270-BF122116.

M Mon Jan 16 15:05:00 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5-(1-Naphthyl)tricyclo[4.1.... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.07 ng 101237 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(1-NaphthvD)tricvclol4.1.0.0(2... 218 C17H14 107729-05-5 53
2 9-Phenvl-5H-benzocvcloheptene 218 C17H14 138089-71-1 50
3 2-Amino-4-cvanomethvl-6-piperidi... 218 C10H14N6 1000241-05-9 47
4 6.7.8.9-Tetrahvdrodibenzolb.d1fu... 260 C15H1604 1000196-34-3 47
5 Anthracene, 9-(2-propenyl)- 218 C17H14 023707-65-5 47
Abundance Scan 1287 (16.497 min): BF092262.D (-1285) (-) m/z 218.20 100.00%
218.2

5000

43.0

|,

107.1 41350

162.2 218.1 16.20 16.40 16.60 16.80
0 m/z 203.15 70.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68287: 5-(1-Naphthylytricyclo[4.1.0.0(2,7)]hept-3-ene A\
218.0

16.20 16.40 16.60 16.80
m/z 43.05  35.38%

5000

39.0 63.0 g7

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
R EEEER RS S
16.20 16.40 16.60 16.80
5000 m/z 59.00 30.00%
108.0
300 630 g7 141.0 1650 1890
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67643: 2-Amino-4-cyanomethyl-6-piperidino-1,3,5-triazine
218.0 16.20 16.40 16.60 16.80
0
189.0 m/z 190.10 25.04%
5000
84.0 1350 163.0
43.0 ‘ ‘
109.0
b0 NHM“W.“”u“L.“”:“M.W”M.L.l”j.”..”.“”.“” SN T A N W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BF122116.M Mon Jan 16 15:05:00 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 1,3a-Ethano-3aH-indene, 1,2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.41 ng 118122 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 50
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 41
3 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 38
4 1.2-Dicarbadodecaborane(12). 1-T... 234 C6H20B10S 062906-36-9 30
5 3,4-Dihydrocoumarin, 4,4,7,8-tet... 204 C13H1602 040614-36-6 30

Abundance Scan 1290 (16.531 min): BF092262.D (-1289) (-) m/z 177.10 100.00%

1771

204.2
5000

229.2 283.1
: 16.20 16.40 16.60 16.80
m/z 189.15 83.00%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58880: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189.0

161.0

5000
16.20 16.40 16.60 16.80

m/z 204.20 62.75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
161.0 204.0
41.0 S AR AR SR IR
16.20 16.40 16.60 16.80
5000 79.0 1070 135.0 m/z 95.05 54.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58907: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime... R BaaE TS S
189.0 16.20 16.40 16.60 16.80
93.0 m/z 121.10 41.89%

41.0

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BF122116.M Mon Jan 16 15:05:01 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092262.D

Aca On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample : 11031-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl6.76 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.76 2.78 ng 136051 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol4.1.0Theptane. 2.2.... 218 C15H220 070038-20-9 42
2 4.6. 6—Trimethvl—2—(3—methvlbuta—... 218 C15H220 1000190-22-2 40
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 38
4 _beta. Sltosterol acetate 456 C31H5202 000915-05-9 38
5 Acetic acid, 3-hydroxy-6-isoprop... 278 C17H2603 1000185-44-8 38
Abundance Scan 1310 (16.760 min): BF092262.D (-1306) (-) m/z 43.10 100.00%
431 1071 ey 218.2
5000 955 2
3033 414.4 LU R SR
"| | | N 16.40 16.60 16.80 17.00
ok m/z 107 .05 97 .10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68231: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3-m...
43.0
119.0
5000 AUV LR
218.0 16.40 16.60 16.80 17.00
‘ ‘ m/z 95.10 89.80%
0 H \‘ m h H m“m Hd i\” M m m |
T |""|""|""|""|"
m/z--> 200 250 300 350 400
Abundance
41.0 107.0
16.40 16.60 16.80 17.00
5000 218.0 m/z 105.05 88.35%
161.0
71.0
mz-> 50 100 150 200 250 300 350 400
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... R I L EE e
41.0 95.0 16.40 16.60 16.80 17.00
m/z 218.20 82.26%
5000
34.0 218.0 /\
175.0
0.‘.,1N.H LIILL‘EI:HILIII{I\III — IIIIIII\IIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF122116.M Mon Jan 16 15:05:02 2017 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011317\
Data File : BF092262.D

Acq On : 14 Jan 2017 00:46

Operator : UM/SJ

Sample - 11031-09

Misc :

ALS Vial : 23 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... 4.70 34.9 ng 2152360 1 6.58 1234260 20.0
unknown6 .35 6.35 72.6 ng 4479050 1 6.58 1234260 20.0
n-Hexadecanoic acid 11.64 2.8 ng 222801 4 11.08 1607590 20.0
1-Docosene 13.58 6.8 ng 461510 5 13.71 1346770 20.0
17-Pentatriacontene 14.21 2.5 ng 171399 5 13.71 1346770 20.0
Octadecanal 14.62 2.7 ng 130731 6 15.07 980404 20.0
Heneicosane 15.47 3.6 ng 178500 6 15.07 980404 20.0
1H-3a,7-Methanoaz... 16.41 13.7 ng 671514 6 15.07 980404 20.0
5-(1-NaphthyD)tri... 16.50 2.1 ng 101237 6 15.07 980404 20.0
1,3a-Ethano-3aH-i... 16.53 2.4 ng 118122 6 15.07 980404 20.0
unknownl6.76 16.76 2.8 ng 136051 6 15.07 980404 20.0
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