LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107461.D

Aca On 17 Jul 2018 20:34

Operator : JU/SJ

Sample = J4013-05

Misc :

ALS Vial : 26 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071618 .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 4.131 300 305 311 rVB 64129 89340 3.47% 0.371%
2 5.219 486 490 495 rvB 276539 298724 11.59% 1.242%
3 5.613 552 557 560 rBY 2353533 2207736 85.67% 9.176%
4 6.607 721 726 729 rBV 2340505 2303996 89.41% 9.576%
5 6.754 747 751 754 rBVY 2675820 2347733 91.10% 9.758%
6 6.983 786 790 794 rBV 1026742 835829 32.43% 3.474%
7 7.142 813 817 820 rBVY 2141352 1825472 70.84% 7.587%
8 7.548 881 886 889 rBVY 1445771 1457595 56.56% 6.058%
9 8.266 1005 1008 1013 rBvV 1082338 948457 36.80% 3.942%
10 8.701 1079 1082 1089 rVvB2 40724 42723 1.66% 0.178%

11 9.342 1185 1191 1194 rBV 2949561 2540193 98.57% 10.558%
12 9.730 1252 1257 1262 rBV 354637 305352 11.85% 1.269%
13 10.030 1302 1308 1312 rBV 1203775 1062763 41.24% 4.417%
14 10.819 1438 1442 1446 rBV 1707364 1503831 58.36% 6.250%

15 10.919 1456 1459 1463 rBV3 40377 52528 2.04% 0.218%
16 11.113 1488 1492 1496 rBV5 18647 37428 1.45% 0.156%
17 11.366 1531 1535 1538 rBv4 26611 31262 1.21% 0.130%
18 11.524 1558 1562 1565 rBV 1241478 1098237 42.62% 4 _565%
19 11.789 1603 1607 1610 rBv4 19937 32678 1.27% 0.136%
20 13.107 1827 1831 1834 rBV 2856700 2577029 100.00% 10.711%
21 13.577 1907 1911 1913 rBV5 18719 32129 1.25% 0.134%
22 13.665 1923 1926 1928 rBV3 33947 31325 1.22% 0.130%

23 13.983 1977 1980 1985 rBV 265444 302363 11.73% 1.257%
24 14.171 2008 2012 2015 rBV 1221850 1132566 43.95% 4.707%
25 14.259 2024 2027 2030 rBv4 71777 89788 3.48% 0.373%

26 14.501 2066 2068 2069 rBV2 34896 32918 1.28% 0.137%
27 14.618 2086 2088 2095 rVBS8 82753 116096 4_.51% 0.483%
28 15.706 2269 2273 2280 rVB 507559 724241 28.10% 3.010%

Sum of corrected areas: 24060332
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\

BF107461.D

17 Jul 2018 20:34

JussJ

J4013-05

26 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF107461.D

5.61

5.22

6.75

6.61

7.14

6.98

7.55

05—
Time-->

T —T—T
5.00 5.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF107461.D

10.82

10.03 11.52

8.27

9.73
N {0.9211.11 11.37

11.79

.

0 T
Time-->

11.50

8.70 LrT.—J.. |

T
9.50 10.00 10.50 11.00

12.00

T
12.50

T
13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF107461.D

14.17

04—
Time--> 13.50

16.50

16.00

L T
14.50 15.00

T
15.50

-
14.00

8270-BF071618.

M Wed Jul 18 10:55:22 2018




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107461.D

Aca On 17 Jul 2018 20:34

Operator : JU/SJ

Sample : J4013-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3

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

5.22 7.15 ng 298724 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butane. 1-(l-methvlethoxv)- 116 C7H160 001860-27-1 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Allvl dithioacetate 132 C5H8S2 027249-83-8 23
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 23

Abundance Scan 490 (5.219 min): BF107461.D (-486) (-) m/z 43.00 100.00%
43.0
5000
101.0 DGR | U
4.80 5.00 520 5.40 5.60
ol dbpd | 1320 1674 2273 3030 3571 m/z 59.00 64.91%
m/z--> 50 100 150 200 250 300 350
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U UL I

4.I80 5.00 5.20 5.40 5.60
m/z 101.00  25.46%

101.0
o T R L
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
IR o B e e
480 5.00 520 5.40 5.60
5000 m/z 58.00 14.63%
73.0 101.0
15.0
O L A e B e e e e e e IR e o e e e e e N B
m/z--> 50 100 150 200 250 300 350
Abundance #4035: 2,3-Butanedione, monooxime
43.0 480 5.00 520 5.40 5.60
m/z 41.10 14.11%
5000
101.0
15.0
m/z--> 50 100 150 200 250 300 350 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107461.D

Aca On 17 Jul 2018 20:34

Operator : JU/SJ

Sample : J4013-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.75 Concentration Rank 1

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

6.75 56.18 ng 2347730 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 9

Abundance Scan 750 (6.748 min): BF107461.D (-747) (-) m/z 132.00 100.00%
132.0
68.1
5000
——— e
38,0 L 6.40 6.60 6.80 7.00
o L9 eo 8142 88510 sz 68.10  54.25%
m/z-> 0 50 100 150 200 250 300 350
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 AR RSN MRS RRARE
6.40 6.60 6.80 7.00
m/z 66.10 37.47%
27.0
0 ||“‘|‘|““|M‘|‘|“|9]|"O||||“||||||||||| ———
m/z-> 0 50 100 150 200 250 300 350
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 69.10 31.64%
280 930 920
mz-> 0 50 100 150 200 250 300 350
Abundance #14770: Cyclopropanamine, 1-phenyl- R o e R
132.0 6.40 6.60 6.80 7.00
m/z 134.00 30.07%
5000
77.0
39.0 {
oy A4 S | —
m/z-> 0 50 100 150 200 250 300 350 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107461.D

Aca On 17 Jul 2018 20:34

Operator : JU/SJ

Sample : J4013-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Eicosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.98 5.34 ng 302363 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 91
2 1-Octadecanol. methvl ether 284 C19H400 1000333-92-7 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
Abundance Scan 1979 (13.977 min): BF107461.D (-1977) (-) m/z 54.95 100.00%
545.0
5000
206.9 A B DR
40.9 256.0 3120 o001 4510 506.2 13.60 13.80 14.00 14.20
oL m/z 83.10 94 .26%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127766: 1-Eicosene
43.0
97.0
5000 USRI B BRI
13.60 13.80 14.00 14.20
m/z 43.00 59.14%
280.0
o ..kk ﬁ40({{8202240||| R —
miz--> 0 50 150 200 250 300 350 400 450 500
Abundance
83.0
44 13.60 13.80 14.00 14.20
5000 m/z 69.00 57 .96%
125.0
o 168.0 210.0 252.0
miz--> 0 55 160 1éo 260 250 360 3éo 460 4%0 560
Abundance #131391: n-Nonadecanol-1 A e AR
83.0 13.60 13.80 14.00 14.20
43.0 m/z 57.10 47.04%
5000
25.0
0 | , 168.0 2380
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 4&1,0 5(')0 13.60 13 80 14.00 14.20 '

8270-BF071618.M Wed Jul 18 10:55:24 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107461.D

Aca On 17 Jul 2018 20:34

Operator : JU/SJ

Sample : J4013-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl4.62 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.05 ng 116096 Chrysene-di12 14.17
Hit# of 3 Tentative ID MW  MolForm CAS# Qual
1 2-Secoandrosta-1.6-diene-17.19-d... 411 C25H33N04 1000197-32-6 18
2 15.19-Dimethvlheptatriacontane 549 C39H80 056987-91-8 10
3 Eicosane, 10-hexyl-10-methyl- 380 C27H56 055282-32-1 7
Abundance Scan 2088 (14.618 min): BF107461.D (-2086) (-) m/z 57.05 100.00%
57.0
5000
" 14.40 14.60 14.80 15.00
0 m/z 43.00 66 .36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #216161: 2-Secoandrosta-1,6-diene-17,19-diol, 2-cyano-4-me...
43.0
5000 |||||llllllllllllll
14.40 14.60 14.80 15.00
m/ 41.10 45 _45%
91 01330 1o, 2350 2910 3510 z 0
0 .“. ‘.‘ H \H\‘LH H H\\HH\H I\‘l\ ; .“‘.  — |41i|"|0| N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
2240 "14ldg 1200 12150 1500
5000 2950 351.0 m/z 69.00 40.63%
99.0
O B o L e o h SNl LI
m/z--> sb 160 1%0 260 2%0 360 3%0 460 4%0 560 séo
Abundance ) #202668: Eicosane, 10-hexyl-10-methy!- N —
p1.0 14.40 14.60 14.80 15.00
m/z 70.20 34 .59Y%
5000
00 239.0 5950
o oo | 365.0
m/z--> 5|0 1CI)O 15|O 200 250 300 350 400 45|O 5(I)O 55|O 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071718\
Data File : BF107461.D

Acq On 17 Jul 2018 20:34

Operator : JU/SJ

Sample - J4013-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.22 7.2 ng 298724 1 6.98 835829 20.0
unknown6.75 6.75 56.2 ng 2347730 1 6.98 835829 20.0
1-Eicosene 13.98 5.3 ng 302363 5 14.17 1132570 20.0
unknownl14 .62 14.62 2.0 ng 116096 5 14.17 1132570 20.0

8270-BF071618.M Wed Jul 18 10:55:24 2018 Page: 7



