LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012417\

Data File : BF092444.D

Aca On : 24 Jan 2017 22:18 Instrument :

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

3?22'6 : 11382-01 FK-GF-01-001-A

ALS Vial : 25 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-BF012417 .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 4.819 238 239 248 rVB 45823 59870 1.02% 0.111%
2 5.162 266 269 277 rBV 1623095 2509557 42.57% 4.634%
3 5.562 301 304 307 rBVY 3689229 5894699 100.00% 10.886%
4 6.590 390 394 397 rBVY 4256573 5647481 95.81% 10.429%
5 6.739 403 407 409 rBV 4222810 5760975 97.73% 10.639%
6 6.967 425 427 429 rBV 1166548 1012349 17.17% 1.870%
7 7.127 438 441 443 rBV 4189650 4237579 71.89% 7.826%
8 7.539 473 477 479 rBV 2679397 3945774 66.94% 7.287%
9 8.259 537 540 542 rBVY 1490203 1376280 23.35% 2.542%
10 9.345 632 635 638 rBY 4965892 5628888 95.49% 10.395%

11 9.733 667 669 671 rBvV 310097 344876 5.85% 0.637%
12 9.962 687 689 691 rVB 69290 62767 1.06% 0.116%
13 10.031 692 695 696 rvv 1097921 1487030 25.23% 2.746%
14 10.465 729 733 734 rBV 137218 150466 2.55% 0.278%
15 10.682 749 752 755 rBV 52107 78641 1.33% 0.145%

16 10.819 761 764 767 rBV 2874046 3280436 55.65% 6.058%
17 10.934 772 774 779 rVB 153370 219882 3.73% 0.406%
18 11.391 811 814 815 rBV 116555 111117 1.89% 0.205%
19 11.516 822 825 826 rBV 1743264 1500217 25.45% 2.770%
20 11.539 826 827 829 rvVv 225617 168555 2.86% 0.311%

21 11.585 829 831 833 rVB 58743 71664 1.22% 0.132%
22 12.042 870 871 874 rBvV2 224778 263951 4.48% 0.487%
23 12.134 877 879 883 rvB 40271 80538 1.37% 0.149%

24 12.728 928 931 933 rBV 403512 357663 6.07% 0.660%
25 12.831 938 940 943 rBV 74927 106067 1.80% 0.196%

26 12.957 947 951 953 rBV 323803 361681 6.14% 0.668%
27 13.105 961 964 967 rVB 3643475 5185574 87.97% 9.576%
28 13.997 1040 1042 1046 rBvV 331032 329091 5.58% 0.608%
29 14.157 1053 1056 1057 rBV 944329 1346989 22.85% 2.487%
30 14.180 1057 1058 1061 rVB 125747 108697 1.84% 0.201%

31 14.637 1095 1098 1099 rBVZ2 67080 102901 1.75% 0.190%
32 15.025 1129 1132 1134 rBV2 56449 96699 1.64% 0.179%
33 15.197 1144 1147 1152 rVB 97066 233152 3.96% 0.431%
34 15.288 1153 1155 1160 rVB2 66350 125887 2.14% 0.232%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 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-BF012417 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.494 1171 1173 1176 rVB 61628 86495 1.47% 0.160%

36 15.563 1176 1179 1181 rVB 81314 107619 1.83% 0.199%
37 15.631 1182 1185 1188 rBV 670335 941459 15.97% 1.739%

38 16.134 1226 1229 1230 rBV 46246 82207 1.39% 0.152%
39 16.168 1230 1232 1238 rVB6 44745 105538 1.79% 0.195%
40 17.094 1310 1313 1317 rBV2 34346 67163 1.14% 0.124%
41 17.540 1350 1352 1360 rVB 33548 79111 1.34% 0.146%
42 17.951 1386 1388 1394 rVB5 29095 82621 1.40% 0.153%

43 18.306 1415 1419 1424 rBVG6 40862 130186 2.21% 0.240%
44 19.186 1492 1496 1506 rVB9 37401 121479 2.06% 0.224%
45 19.460 1517 1520 1525 rVB6 32564 98788 1.68% 0.182%

Sum of corrected areas: 54150659
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

ﬁ?ggle i 11382-01 FK-GF-01-001-A
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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: BF092444.D

6.5%.74  7.13

4000000 556

3000000
7.54

2000000
5.16

6.97
1000000

4.82 J
0 L N

1
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: BF092444.D

4000000 13.11

3000000 10.82

2000000 11.52
8.26

10.03
1000000

12.7315 gg
5 12.04
9. 10-4610.64 po93 11348 i2.13 2.8

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: BF092444.D

9.73

4000000
3000000

2000000

14.16
1000000 15.63

14.00 g
14.18 14.64  15.035132914. 186187 17.09 17.54 17.95 18.31 19.19 19.46

e e e e eeeess e

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:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.16 49.58 ng 2509560 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 269 (5.162 min): BF092444.D (-266) (-) m/z 43.05 100.00%
43.0
5000 591
| 601 831 mfl 480 500 520 540
ot e R e e e m/z 59.10 51.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 2B by s s
0
150 a0 1010 m/z 58.10 16.57%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 101.10 14 .55%
410 101.0
o 15.0 310 7V 550 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-  REam e L RRRRE R
59.0 4.80 500 5.20 5.40
m/z 41.10 8.53%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ SO'Q H‘ : . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.74 Concentration Rank 1

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

6.74 113.81 ng 5760980 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 9

Abundance Scan 407 (6.739 min): BF092444.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 R U L SRR
40.0 540 6.40 6.60 6.80 7.00
O‘M.'?}-?. TR | m/z 68.10 39.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR U L R
6.40 6.60 6.80 7.00
310 5L0 m/z 134.10 33.59%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 680 7.00
5000 67.0 m/z 66.10 25.41%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl  Bm e e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.11%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R AR mE R L
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.02 ng 150466 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptadecane 240 C17H36 000629-78-7 83
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 733 (10.465 min): BF092444.D (-729) (-) m/z 57.10 100.00%
57.1
e L/\/V\/h\zvj
151 va0s "1020 1040 10,60 10,80
0! ; m/z 43.10 73.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64571: Pentadecane
57.0
5000 LN U IS BRI B
85.0 1020 10.40 10.60 10.80
29.0 m/z 71.05 57.72%
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250
Abundance
57.0
85.0 10.20 10,40 10.60 10.80
5000 m/z 85.10 39.81%
29.0
. 130 1410 1600 1970 240.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45605: Decane, 2,3,5-trimethyl-
57.0 10.20 10.40 10.60 10.80
m/z 41.10 30.23%
5000 85.0
29.0 141.0
ol ol b 4 42180 | 1690
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.93 2.93 ng 219882 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Nonane. 5-(2-methvipropvl)- 184 C13H28 062185-53-9 64
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 64
Abundance Scan 774 (10.934 min): BF092444.D (-772) (-) m/z 57.10 100.00%
5%.1
5000
85.1
113.2 10.60 10.80 11.00 11.20
o...,....-,...|,.!'..,a...1,..='.,..1.‘.‘°.9.1‘?9..1.... a8 | m/z 43.10  73.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73965: Hexadecane
57.0
5000 AU SRR BARRE
85.0 10 60 10 80 11. oo 11.20
29.0 : m/z 71.10 55.32%
0 J‘Lﬂwﬂ%mmm%wmnm
m/z--> 25 45 éo 8b 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57.0
10,60 10.80 11.00 11.20
0
5000 85.0 m/z 85.10 33.72%
29.0

113.0141.0 169.0  212.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane R e e

57.0 10.60 10.80 11.00 11.20

m/z 41.10 31.22%
5000
85.0
29.0
ol Ly 11301410 169.0 282.0
e e e SRR SRR T R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.04 3.52 ng 263951 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 D-Glucose, 4-0-_.alpha.-D-glucopy... 342 C12H22011 000069-79-4 47
Abundance Scan 871 (12.042 min): BF092444.D (-870) (-) m/z 43.10 100.00%
431 731
5000
"' 11/80 12.00 12.20 12.40
- m/z 73.10 87.56%
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 R SIS UL RIS
nmnmnmnm
1200 2560 m/z 60.00 81.79%
oI, . Il LT T 15201710 10402130 2370
m/z--> 25 Jo 80 100 150 150 1éo 1éo 200 220 250 2éo
Abundance
73.0
430 1180 12,00 1220 1240
5000 129.0 m/z 41.10 77 .84%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid i A R M S
43.0 |, 730 11.80 12.00 12.20 12.40
m/z 57.10 76.53%
5000
129.0 242.0
‘ 97.0 ‘
0 .-l--.-‘--”-‘ i M\ Yool 85200700, | 2230 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .00 4.89 ng 329091 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 90
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 11-Tricosene 322 C23H46 052078-56-5 87
Abundance Scan 1042 (13.997 min): BF092444.D (-1040) (-) m/z 57.10 100.00%
57.1
83.1
5000
| 1991 1671 2021 13160 13,80 14,00 1450 1440
Ol m/z 55.10 91.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 LRI AR SUNIL BURIL I
29.0 13.60 13.80 14.00 14.20 14.400
125.0 m/z 43.10 91.33%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
83.0 13.60 13.80 14.00 14.20 14.40
5000 m/z 83.10 74.07%
29.0 111.0

o 139.0 167.0 196.0 223.0 252.0 280.0

WWTWWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene e
.0 13.60 13.80 14.00 14.20 14.40
m/z 69.10 70.03%

:

5000

125.0

:

154.0 182.0 210.0 238.0 266.0
R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Squalene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
1503 2.05ng 96699  Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualere 410 C30H50 007683-64-9 74
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72

3 3.7.11-Tridecatrienenitrile. 4.8...
4 Hexadeca-2.6.10.14-tetraen-1-ol....
5 2,6,10,14-Hexadecatetraen-1-ol, ...

231 C16H25N
290 C20H340
332 C22H3602

006006-01-5 64
007614-21-3 56
061691-98-3 56

Abundance Scan 1132 (15.025 min): BF092444.D (-1129) (-) m/z 69.10 100.00%
69.1
1361 0 1510 530 1540
05 1 176.1207.1 253.1 : : : :
ol 3% m/z 81.10 44.96%
miz--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 LA L L L L L L L
14.80 15.00 15.20 15.40
1370 m/z 41.10 24 _.80%
0 29.0" _ | [ 10707777 191.0 231.0 273.0 341.0 410.0
e T R L e
miz--> 50 100 150 200 250 300 350 400
Abundance
69.0
B
14.80 15.00 15.20 15.40
5000 m/z 57.10 15.31%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0
e T T e et
miz--> 50 100 150 200 250 300 350 400
Abundance #76960: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- Al BT S S
6.0 14.80 15.00 15.20 15.40
m/z 95.10 14 .99%
5000
136.0
0 27\\\9‘ I, J Ay JHOS.O““ h 175.0 23':"0
T o T T T T B
miz--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.67 ng 125887 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Nonacosane 408 C29H60 000630-03-5 87
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 1155 (15.288 min): BF092444.D (-1153) (-) m/z 57.10 100.00%
51.1
5000 q\AﬂAqﬂAX»N\JA\\Vﬂﬁfy,V}\MW
0 1672001025220 15100 1520 1540 15,60
Ol b bl S e T m/z 71.10 66.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57.0
5000 L SRS B ISR SULA
15.00 15.20 15. 40 15. 60
m/z 43.10 56.52%
99.0
oL L 410 1830 22402540
m/z--> 50 160 1éo 260 2%0 360 3éo 460
Abundance
57.0
' 15.00 15.20 15.40 15.60
5000 m/z 85.10 49 .82%
99.0
27.0 141.0 1830 2250 281.0 337.0 394.0 m
m/z--> 55 160 1éo 200 250 360 350 460
Abundance #158131: Nonacosane B A RRREE R
57.0 15.00 15.20 15.40 15.60
m/z 55.10 18.32%
5000
99.0
0l2%:0 | | ||, 1410 1830 2250 267.0 309.0 351.0  408.0
m/z--> 5'0 1(')0 1éo 200 250 300 350 4(')0 15.00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknownl16.17 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.24 ng 105538 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecanol 214 C14H300 000112-72-1 49
2 Cvcloheptane. methvl- 112 C8H16 004126-78-7 43
3 1-Eicosene 280 C20H40 003452-07-1 43
4 Cvclotetradecane 196 C14H28 000295-17-0 43
5 1-Tetracosanol 354 C24H500 000506-51-4 43
Abundance Scan 1232 (16.168 min): BF092444.D (-1230) (-) m/z 55.10 100.00%
54.1
83.1
5000
231.2 e
175.3 203.2 15.80 16.00 16.20 16.40
Ol e m/z 83.10 71.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65757: 1-Tetradecanol
55.0
83.0
5000 R SR SRR B
290 mmmmmmmm
111.0 m/z 69.10 68.99%
0 ‘ ‘ ‘\ M 140.0 168.0 196.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
97.0 LN SURIRA BN BN I
15.80 16.00 16.20 16.40
5000 m/z 97.10 68.95%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106395: 1-Eicosene R L B
43.0 15.80 16.00 16.20 16.40

m/z 43.10 55.46%

5000

2520 280.0

ol Il 154.0 182.0 210.0
A e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknownl18.31 Concentration Rank 7

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

18.31 2.77 ng 130186 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenvl-4_ 8a-dimethvl-4a.5... 218 C15H220 086917-79-5 38
2 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 35
3 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 20
4 8-Vinvlbicvclol3.3.11non-3-ene-2... 176 C11H1202 1000211-11-1 15
5 3-Cyclohexene-1-methanol, .alpha... 222 C15H260 023178-88-3 14
Abundance Scan 1419 (18.306 min): BF092444.D (-1415) (-) m/z 95.10 100.00%

94.1
205.2
69.1
5000 1211
41.1 161.1

245.2 289.1 R R
18.00 18.20 18.40 18.60

267.1
0 m/z 109.00 86.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68220: 6-sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
95.0

18.IOO 18!20 18.I4O 18!60
m/z 93.10 71.06%

5000 41.0 67.0

147.0 1750

04
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109.0
S —
43.0 18.00 18.20 18.40 18.60
5000 m/z 205.20 67.95%
81.0 149.0

191.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67072: 5-Bromo-4-0xo0-4,5,6, 7-tetrahydrobenzofurazan

18.00 18.20 18.40 18.60
m/z 81.10 60.78%

5000

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

T T T T
18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknownl19.19 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.19 2.58 ng 121479 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octvne. 7-methvl- 124 C9H16 037050-06-9 43
2 5.8-Dimethoxv-6-aminoduinoxaline 205 CI10H11N302 056393-24-9 43
3 3-Octvne. 5-methvl- 124 C9H16 062108-33-2 38
4 6-Heptenoic acid. 4-methvlene-5-... 168 C10H1602 1000159-42-9 32
5 Cyclopentanol, 1-(1-methylene-2-._.. 138 C9H140 078158-11-9 27
Abundance Scan 1496 (19.186 min): BF092444.D (-1492) (-) m/z 55.10 100.00%
54.1 109.1 205.2
5000 4711752
8f.
28313133 3553 et
l | | | 18.80 19.00 19.20 19.40
okl B B T e m/z 205.20 95.41%
m/z--> 50 100 150 200 250 300 350
Abundance #10291: 3-Octyne, 7-methyl-
67.0
109.0
5000
39,0 18.80 19.00 19.20 19.40
m/z 109.10 83.40%
o .‘h‘l“lh‘.”“l‘l‘.“.. —— T ——— T
m/z--> 50 100 150 200 250 300 350
Abundance
205.0
18180 19.00 19.20 19.40
0
5000 530 m/z 95.10 76.79%
95.0 162.0
134.0
N L L L L I B
m/z--> 50 100 150 200 250 300 350
Abundance #10290: 3-Octyne, 5-methyl- T
67.0 18.80 19.00 19.20 19.40
m/z 81.05 75.30%
95.0
5000 2910
Ll ] e
I e —
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

8270-BF012417 .M Wed Jan 25 17:49:11 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092444.D

Aca On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample : 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknownl19.46 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.46 2.10 ng 98788 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-triazolo(2.3-b)(1.2.4)-... 135 C5H5N5 061139-75-1 22
2 2-Heptenoic acid. 7-(methvlenecv... 194 C12H1802 1000158-04-1 22
3 1.3-Cvclopentadiene. 2.3.4.5-tet... 190 C14H22 1000161-28-7 15
4 Benzaldehvde. 4-(trifluoromethoxv)- 190 C8H5F302 000659-28-9 15
5 Spiro[4.5]dec-6-en-8-one, 1,7-di... 220 C15H240 039510-36-6 14
Abundance Scan 1520 (19.460 min): BF092444.D ( 1517) (-) m/z 109.10 100.00%
109.1 189.
T o /VN”“\///\\VN“/\/x//\\xAr
81.0
5000 165.2
267.0 N
2212 19.20  19.40
0! m/z 189.20 90.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14897: 6-Methyl-triazolo(2,3-b)(1,2,4)-triazine
135.0
5000 53.0 A L s S B B L
28.0 80.0 19. 20 19. 40
‘ 107.0 m/z 135.05 77.14%
o,ﬂ.ﬁhﬂ.“kntn.wﬂw...J,”...”..”...” AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41.0 79.0
1920 1940
5000 m/z 41.00 77.06%
1070 1350
0 154.0 179.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49332: 1,3-Cyclopentadiene, 2,3,4,5-tetramethyl-1-(4-pent... —— T
135.0 19.20 19.40
m/z 107.10 74 .37%
41.0 107.0
5000 175.0
79.0
0 H M \‘\‘\ H\ H\ \‘\I\H H‘ |""|""']-"4:0""""|""|"" ——— N ———
m/z--> 20 4 60 80 100 120 140 160 180 200 220 240 260 19. 20 19. 40

8270-BF012417 .M Wed Jan 25 17:49:11 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012417\
Data File : BF092444.D

Acq On : 24 Jan 2017 22:18

Operator : UM/SJ

Sample - 11382-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.16 49.6 ng 2509560 1 6.97 1012350 20.0
unknown6 .74 6.74 113.8 ng 5760980 1 6.97 1012350 20.0
Pentadecane 10.46 2.0 ng 150466 3 10.03 1487030 20.0
Hexadecane 10.93 2.9 ng 219882 4 11.52 1500220 20.0
n-Hexadecanoic acid 12.04 3.5 ng 263951 4 11.52 1500220 20.0
1-Docosene 14.00 4.9 ng 329091 5 14.16 1346990 20.0
Squalene 15.03 2.0 ng 96699 6 15.63 941459 20.0
Octadecane 15.29 2.7 ng 125887 6 15.63 941459 20.0
unknownl6.17 16.17 2.2 ng 105538 6 15.63 941459 20.0
unknown18.31 18.31 2.8 ng 130186 6 15.63 941459 20.0
unknown19.19 19.19 2.6 ng 121479 6 15.63 941459 20.0
unknown19 .46 19.46 2.1 ng 98788 6 15.63 941459 20.0
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