LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102825.D

Aca On > 7 Feb 2018 20:20

Operator : SJ/JU

Sample : J1473-01 2X

Misc :

ALS Vial : 9 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-BF020318.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 2.140 4 9 22 rVB 249679 358965 14.26% 1.386%
2 5.098 509 512 521 rVB 70682 81170 3.22% 0.313%
3 5.493 575 579 583 rBVY 2746675 2510943 99.76% 9.696%
4 6.504 746 751 754 rBVY 2741081 2449644 97 .32% 9.459%
5 6.581 761 764 767 rBV 70492 55963 2.22% 0.216%
6 6.610 767 769 771 rVB 38603 27994 1.11% 0.108%
7 6.651 771 776 779 rBV 2784691 2517029 100.00% 9.719%
8 6.763 789 795 798 rVB 58046 47898 1.90% 0.185%
9 6.881 812 815 819 rBVY 1419800 1138769 45.24% 4_.397%
10 7.040 838 842 845 rBY 2221804 1890116 75.09% 7.299%

11 7.440 906 910 914 rBV 1657817 1534042 60.95% 5.924%
12 8.163 1030 1033 1037 rBV 1706910 1485677 59.03% 5.737%
13 9.239 1212 1216 1219 rBV 2814846 2324288 92.34% 8.975%

14 9.316 1226 1229 1231 rVB 70489 55671 2.21% 0.215%
15 9.375 1237 1239 1246 rVB5 32758 36114 1.43% 0.139%
16 9.557 1266 1270 1271 rBV2 38354 37444 1.49% 0.145%
17 9.575 1271 1273 1279 rVB4 48296 51245 2.04% 0.198%

18 9.628 1279 1282 1286 rBV 146646 152389 6.05% 0.588%
19 9.845 1316 1319 1323 rVB 144307 117043 4._.65% 0.452%
20 9.922 1328 1332 1341 rVV 1680630 1500936 59.63% 5.796%

21 10.163 1371 1373 1377 rBV2 24905 29475 1.17% 0.114%
22 10.345 1397 1404 1407 rBV 163337 136218 5.41% 0.526%
23 10.563 1437 1441 1444 rBV 39642 43025 1.71% 0.166%
24 10.592 1444 1446 1449 rVB 56817 44202 1.76% 0.171%

25 10.710 1462 1466 1476 rVB 1322500 1320504 52.46% 5.099%

26 10.816 1481 1484 1492 rVB 118013 133322 5.30% 0.515%

27 11.263 1557 1560 1563 rBV 54223 48622 1.93% 0.188%
28 11.292 1563 1565 1571 rVB5 22314 29622 1.18% 0.114%
29 11.410 1581 1585 1588 rBV 1401282 1278074 50.78% 4_.935%
30 11.927 1669 1673 1678 rBv4 53155 78951 3.14% 0.305%
31 12.622 1788 1791 1794 rBV 83956 77892 3.09% 0.301%
32 12.657 1794 1797 1801 rVB 68792 72319 2.87% 0.279%
33 12.851 1827 1830 1834 rVB 68152 62102 2.47% 0.240%

34 12.992 1850 1854 1857 rBV 1880890 1686544 67.01% 6.512%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102825.D

Aca On > 7 Feb 2018 20:20

Operator : SJ/JU

Sample : J1473-01 2X

Misc :

ALS Vial : 9 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-BF020318.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.421 1924 1927 1930 rBV2 62344 67243 2.67% 0.260%

36 13.874 2001 2004 2009 rBV 267155 297259 11.81% 1.148%
37 14.045 2030 2033 2041 rVB 1015765 1076473 42.77% 4._.157%
38 15.157 2220 2222 2231 rVB 114555 157567 6.26% 0.608%
39 15.527 2281 2285 2293 rVB2 643182 884409 35.14% 3.415%

Sum of corrected areas: 25897163
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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:\HPCHEM1I\BNA F\DATA\BF020718\

BF102825.D
7 Feb 2018 20:20
SJ/Ju
J1473-01 2X
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102825.D

Aca On : 7 Feb 2018 20:20

Operator : SJ/JU

Sample : J1473-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.14 6.30 ng 358965 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 9 (2.140 min): BF102825.D (-4) (-) m/z 73.00 100.00%
7B
5000 43 ]\
55
87 o
o7 81 220 2.30 2.40 2.50 2.60
S X PSP .- H m/z 43.00  43.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 AR NS RARAE RARAE N
43 O 2.20 2.30 2.40 2.50 2.60
87 m/z 54.95 33.41%
. T e erer 101
AU RS LS LS LS IR LR RS LS SR RRRRE W
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
73
1220 2.30 240 2.50 2.60
5000 - m/z 87.00 23.93%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8705: 2-Hydroxy-2-methylbutyric acid R R
7B 220 2.30 2.40 2.50 2.60
m/z 41.00 15.02%
5000 43 55
29
0 "'I'”'I"'thh'??ﬂ'j”I"'h?+"'l'l"§%'§$""}P?”I""I" USRS N AR RS
m/z--> 10 40 50 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102825.D

Aca On : 7 Feb 2018 20:20

Operator : SJ/JU

Sample : J1473-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.65 Concentration Rank 1

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

6.65 44_.21 ng 2517030 1,4-Dichlorobenzene-d4 6.88
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF102825.D (-771) (-) m/z 132.00 100.00%
5000 68
40 % J " 640 6.60 6.80 7.00
54 . : : :
o |7 e7 | asus | m/z 68.00 38.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IR IS U R L
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.61%
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
640 6.60 6.80 7.00
5000 67 m/z 66.00 25.39%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R T S mamas
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 14 .48%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S| 0 W
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF020318.M Thu Feb 08 12:22:01 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102825.D

Aca On : 7 Feb 2018 20:20

Operator : SJ/JU

Sample : J1473-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 4 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.82 2.09 ng 133322 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 81
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80

Abundance Scan 1485 (10.822 min): BF102825.D (-1481) (-) m/z 57.00 100.00%

57

5000

113

10. 60 10 80 11. OO 11. 20

133 155 183
.PHWHJ“LWLHLJ.””.”.J”.”.””.”.””.”.””“”wﬁﬁ, m/z 43.00 60.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #83025: Hexadecane

o

5000 LA B L L L L L LB
g5 10.60 10.80 11.00 11.20
4 m/z 71.00 59.42%
o 2# L | 4 | 113 141 169 197 226
L B el o e Re e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
e R R o
10.60 10.80 11.00 11.20
5000 85 m/z 85.05 36.24Y%
4 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48837: Nonane, 5-butyl- B AR maa e
8 5 10.60 10.80 11.00 11.20

m/z 41.05 29 .84%

h 1 W
\ 1 97 155 184

L N N — 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:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102825.D

Aca On : 7 Feb 2018 20:20

Operator : SJ/JU

Sample : J1473-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 5.52 ng 297259 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
2 1-Nonadecene 266 C19H38 018435-45-5 96
3 Cvcloeicosane 280 C20H40 000296-56-0 95
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 2003 (13.869 min): BF102825.D (-2001) (-) m/z 57.00 100.00%
57
97
5000
SR AR SUNRILA SR SR
3 121140158 179 214 244264282 314 339 13.60 13.80 14.00 14.20
ob——lplly m/z 55.00 92.26%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 L SR UL UL B
29 111 13.60 13.80 14.00 14.20
m/z 43.00 63.69%
ol \‘, | A, H \\“ M‘ L1 167 196 224 252 260
m/z--> 50 150 200 250 300 350
Abundance
57 83
13.60 13:80 14.00 14.20
5000 111 m/z 69.00 59.39%
9 266
0 167 196 238
m/z--> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane AR EEEEEEEEE
55 13.60 13.80 14.00 14.20
83 m/z 97.05 57.46%
5000
29 111
oL, | | h \139 168 196 224 252 280
m/z--> % 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102825.D

Aca On : 7 Feb 2018 20:20

Operator : SJ/JU

Sample : J1473-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.16 3.56 ng 157567 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72

Abundance Scan 2223 (15.163 min): BF102825.D (-2220) (-) m/z 57.00 100.00%

5000

14.80 15.00 15.20 15.40

146171193217 261286309332 371397 427 456

0! m/z 71.10 47 .15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105886: Octadecane
57
5000 85 R e N EmER
14. 80 15. OO 15.20 15.40
m/z 85.00 38.86%
29 113 1
0 \‘ | ”\ | u‘ \‘ \ \1\1(\39 197 225 254
L e o e L LA e i e o o i o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
R e N EmER
14.80 15.00 15.20 15.40
5000 m/z 43.05 35.07%
85
29 113 141
ol A -y, 4109197 225 253 281 323351 380
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #38349: Decane, 3,8-dimethyl- R AR EEEEE T
57 14.80 15.00 15.20 15.40
m/z 55.00 21.72%
85
5000
113 141
oA dddly | o N
m/z--> 50 100 150 200 250 300 350 400 450 14. 80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102825.D

Acq On > 7 Feb 2018 20:20

Operator : SJ/JU

Sample : J1473-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.14 6.3 ng 358965 1 6.88 1138770 20.0
unknown6 .65 6.65 44_.2 ng 2517030 1 6.88 1138770 20.0
Hexadecane 10.82 2.1 ng 133322 4 11.41 1278070 20.0
3-Eicosene, (E)- 13.87 5.5 ng 297259 5 14.05 1076470 20.0
Octadecane 15.16 3.6 ng 157567 6 15.53 884409 20.0

8270-BF020318.M Thu Feb 08 12:22:03 2018 Page: 9



