LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088621.D

Acq On 2 Jul 2016 17:09

Operator : UM/SJ

Sample : H3871-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.724 10 12 18 rVB 13639 33311 1.23% 0.150%
2 1.861 22 24 34 rvVB 155392 269166 9.98% 1.216%
3 4_959 292 295 300 rBvV 137217 174445 6.47% 0.788%
4 5.381 329 332 335 rBV 1860266 2342855 86.85% 10.582%
5 6.433 420 424 426 rBV 2053348 2697516 100.00% 12.184%
6 6.559 432 435 438 rBV 2483600 2313731 85.77% 10.450%
7 6.787 453 455 458 rBvV 478774 627691 23.27% 2.835%
8 6.947 467 469 472 rVB 1904358 1808106 67.03% 8.167%
9 7.359 502 505 507 rBV 1784332 1731607 64.19% 7.821%
10 8.079 565 568 570 rBV 1109045 894375 33.16%  4.040%
11 9.153 660 662 665 rBvY 2273297 2491312 92.36% 11.252%
12 9.428 684 686 688 rBV 26651 34740 1.29% 0.157%
13 9.553 695 697 699 rBV 244266 274303 10.17% 1.239%
14 9.771 715 716 719 rBvV 27421 27290 1.01% 0.123%
15 9.828 719 721 724 rVB 1025991 867869 32.17% 3.920%
16 10.273 758 760 761 rvVB 47062 35766 1.33% 0.162%
17 10.616 787 790 792 rBV 1204879 1316944 48.82% 5.948%
18 10.742 800 801 806 rBvV 47267 50523 1.87% 0.228%
19 11.188 838 840 842 rBvV 80150 73196 2.71% 0.331%
20 11.302 848 850 852 rvB 700402 672800 24.94% 3.039%
21 11.371 852 856 860 rvB3 16331 41369 1.53% 0.187%
22 11.542 869 871 876 rvv 74918 82996 3.08% 0.375%
23 11.611 876 877 885 rvB 21797 34305 1.27% 0.155%
24 11.839 895 897 899 rBv 47805 56146 2.08% 0.254%

25 12.891 987 989 991 rBV 1900732 1639700 60.79% 7.406%

26 13.794 1066 1068 1073 rBV2 128275 168497 6.25% 0.761%
27 13.931 1077 1080 1082 rBV 711351 622470 23.08% 2.811%

28 14.422 1121 1123 1125 rBV 24720 33681 1.25% 0.152%
29 14.788 1153 1155 1159 rVB 83311 90374 3.35% 0.408%
30 14.937 1163 1168 1169 rBV5 10847 34685 1.29% 0.157%

31 15.325 1199 1202 1205 rBV 465461 598619 22.19% 2.704%

Sum of corrected areas: 22140388
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088621.D

Acq On 2 Jul 2016 17:09

Operator : UM/SJ

Sample : H3871-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088621.D
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Abundance TIC: BF088621.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088621.D

Acq On 2 Jul 2016 17:09

Operator : UM/SJ

Sample : H3871-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

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

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

4.96 5.56 ng 174445 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 295 (4.959 min): BF088621.D (-292) (-) m/z 43.10 100.00%
43
59
5000
T ik 4k 500 550
83 : : : :
o...,....,....,....','::..?.1.~:~.|,....,....,.~...,....-,|....,....,....,....,...., m/z 59.10 58.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR A AR AR
59 460 480 500 520
m/z 101.10 21.03%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
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 16.70%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R e e
43 4.60 4.80 5.00 5.20
m/z 41.10 9.60%
5000
101
15 3 %8 60 86 ;
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY AR LN UL SR
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\BF070216\
Data File : BF088621.D

Acq On 2 Jul 2016 17:09

Operator : UM/SJ

Sample : H3871-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF063016.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.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 3 unknown6.56 Concentration Rank 1

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

6.56 73.72 ng 2313730 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Cyclopropanamine, l-phenyl- 133 C9H11N 1000351-26-2 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 435 (6.559 min): BF088621.D (-432) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 640 660 680
7 . . . .
ol fer sus m/z 68.10 48.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR L R
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 32.79%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 m/z 66.10 31.63%
33 am . 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.90%
5000 g 1°
o -‘-“‘. 89 .‘Fﬂpf‘-“. 18189 S | | GO
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80

8270-BF063016.-M Tue Jul 05 07:12:43 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088621.D

Acq On 2 Jul 2016 17:09

Operator : UM/SJ

Sample : H3871-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.18 ng 73196 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 840 (11.188 min): BF088621.D (-838) (-) m/z 57.10 100.00%
g7
5000 85
4
| | ns L. 1o 10180 11100 11120 11140 1160
Obrrrprrretlbel e el e M/Z 43.10  65.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
5000 AL BUER DU BB B
g5 10. 80 11. 00 11. 20 11. 40 11. 60
4 m/z 71.10 64.77%
o 2# L | 4 | 1138 141 169184 226
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
10,80 11.00 11.20 11.40 11.60
5000 85 m/z 85.10 41.17%
41
o 13, 155 183 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane | LLLAL NI N L L N LI
57 10.80 11.00 11.20 11.40 11.60
m/z 41.10 32.36%
85
5000 4
0 . 113‘\1ﬂ1 169 197 240
m/z--> 2'0 4'0 6|0 80 1(')0 12'0 140 160 180 200 220 240 2('30 280 3(')0 10. 80 11. 00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088621.D

Acq On 2 Jul 2016 17:09

Operator : UM/SJ

Sample : H3871-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 9-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.47 ng 82996 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 90
3 1-Hexadecanol 242 C16H340 036653-82-4 83
4 Cetene 224 C16H32 000629-73-2 76
5 Cyclotetradecane 196 C14H28 000295-17-0 64
Abundance Scan 871 (11.542 min): BF088621.D (-869) (-) m/z 55.10 100.00%
69 83
4 97
5000
wt R UUNIULA DGR BN SUNLRE
125 11.20 11.40 11.60 11.80
o e ey || M/Z 69.10  86.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104187: 9-Octadecene, (E)-
83
5000 LR B U UL B
11.20 11.40 11.60 11.80
) m/z 43.10 86.18%
o 125139 154168182106 204 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
PRI 1120 11.40 11.60 11.80
5000 97 m/z 83.10 85.78%
- 111
o 125139 154168181105 204 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95980: 1-Hexadecanol R AN o
11.20 11.40 11.60 11.80
m/z 57.10 78.21%
5000
. 15139 154168 196 204
. TrrrTTprTTTT T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088621.D

Acq On 2 Jul 2016 17:09

Operator : UM/SJ

Sample : H3871-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 5.41 ng 168497 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Heptacosanol 396 C27H560 002004-39-9 93

Abundance Scan 1068 (13.794 min): BF088621.D (-1066) (-) m/z 57.10 100.00%

[~

7

5000

-

13.40 13.60 13.80 14.00 14.20
m/z 55.10 93.71%

o 139 167 193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol

55 83

%?

5000 LA L L L L L L L
13140 13.60 13.80 14.00 14.20
29 m/z 83.10 92.75%
ol Lol 167 196 238 266 294
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
A N S
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 43.10 88.54%
29 139

167 196 224 252 280 308

H-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 B
83 13.40 13.60 13.80 14.00 14.20
m/z 69.10 85.79%
5000 —F~—hv“-~mj\h“~mJN’vv%—

o \“ ‘ 167 195 222 250 280 308 336
”w””“”.”” - R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088621.D

Acq On 2 Jul 2016 17:09

Operator : UM/SJ

Sample : H3871-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.79 3.02 ng 90374 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 83
4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 72
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 53
Abundance Scan 1155 (14.788 min): BF088621.D (-1153) (-) m/z 69.10 100.00%
69
5000 /\’L
411 % 121 1440 14.60 14.80 15.00 15.20
149 - - - : :
o b d o g g AT8 20280 njz 81.10 52.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000 4l LRI AL AR SRR S
14.40 14.60 14.80 15.00 15.20
9 m/z 41.10 22 .09%
> 137
obbd bl L 417 d61 101217 273200 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14170 1960 1780 1510 1570
5000 m/z 95.10 13.77%
41
95 137
o 117 | 163 191 217 245 273 299 341 367 410
L I L L DL L DL UL L DL
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- A ERmEa mEa S
69 14.40 14.60 14.80 15.00 15.20
a1 m/z 68.05 11.77%
5000
95 123
0 'M Llﬂ'lw Al"ﬂ'x}ﬁg'%?7'l UL ALY UAR LY SR B
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088621.D

Acq On 2 Jul 2016 17:09

Operator : UM/SJ

Sample : H3871-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.96 5.6 ng 174445 1 6.80 627691 20.0
unknown6 .56 6.56 73.7 ng 2313730 1 6.80 627691 20.0
Hexadecane 11.19 2.2 ng 73196 4 11.30 672800 20.0
9-Octadecene, (E)- 11.54 2.5 ng 82996 4 11.30 672800 20.0
1-Heneicosanol 13.79 5.4 ng 168497 5 13.93 622470 20.0
Squalene 14.79 3.0 ng 90374 6 15.33 598619 20.0
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