LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011817\
Data File : BF092350.D

Acq On : 18 Jan 2017 14:45

Operator : UM/SJ

Sample - PB96090BL

Misc :

ALS Vial : 10 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-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 height area % max. total
1 4.667 248 252 267 rBV 1159244 2081945 42.12% 5.381%
2 5.136 290 293 305 rBV 4298331 4943007 100.00% 12.776%
3 6.210 384 387 389 rBV 4129346 4260046 86.18% 11.011%
4 6.313 394 396 399 rVB 4392994 4036784 81.67% 10.434%
5 6.542 414 416 419 rBVY 996343 866781 17.54% 2.240%

6.702 427 430 432 rBV 2754664 3432199 69.44% 8.871%
7.113 464 466 469 rBV 2394879 2490877 50.39% 6.438%
7.833 526 529 531 rBV 1011181 1151012 23.29% 2.975%
8.908 620 623 626 rBVY 3895054 4474501 90.52% 11.565%
9.570 679 681 684 rBvV 961495 1225043 24.78% 3.166%

=
QO ~NO®

11 10.371 748 751 753 rBV 2101566 2585375 52.30% 6.682%
12 11.056 808 811 813 rBV 1109720 1151309 23.29% 2.976%
13 12.645 947 950 952 rBV 3069400 3996626 80.85% 10.330%
14 13.685 1038 1041 1043 rBvV 593728 776247 15.70% 2.006%
15 15.034 1156 1159 1161 rBV 596730 728374 14.74% 1.883%

16 15.068 1161 1162 1166 rVB 76232 79929 1.62% 0.207%

17 15.422 1190 1193 1196 rBvV 65709 87492 1.77% 0.226%

18 15.834 1226 1229 1235 rVB 61500 102524 2.07% 0.265%

19 16.303 1267 1270 1276 rBvV 41579 79058 1.60% 0.204%

20 16.863 1314 1319 1324 rBV 35192 86506 1.75% 0.224%

21 17.514 1372 1376 1383 rBV3 17693 53138 1.08% 0.137%
Sum of corrected areas: 38688773
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092350.D

Acq On : 18 Jan 2017 14:45

Operator : UM/SJ

Sample : PB96090BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092350.D
514 6.8131

4000000

3000000 6.70
7.11

2000000

4.67 6.54
1000000

o~

T
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: BF092350.D

4000000 8.91

12.65
3000000

10.37
2000000

11.06
1000000] /&3 9.57

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: BF092350.D

4000000

3000000

2000000

1000000
8.69 15.03

.07 15.42 15.83 16.30 16.86 17.51

L L 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:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092350.D

Acq On : 18 Jan 2017 14:45

Operator : UM/SJ

Sample : PB96090BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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._.67 48.04 ng 2081950 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 252 (4.667 min): BF092350.D (-248) (-) 43.00 100.00%
a3
59
5000
101
440 4.60 4.80 5.00
83
o IR - N N m/z 59.10 59.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- jk\
43
5000 59 440 460 480 500
m/z 101.00 21.48%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 500
5000 m/z 58.00 14 .86%
29 101
ok 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R RN e RREa
59 440 4.60 4.80 5.00
m/z 41.10 8.99%
5000 41
68
0 150 . 126 147 A
wz> 5 B 3 do s'o 60 70 80 90 100 110 130 130 140 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092350.D

Acq On : 18 Jan 2017 14:45

Operator : UM/SJ

Sample : PB96090BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.31 Concentration Rank 1

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

6.31 93.14 ng 4036780 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 396 (6.313 min): BF092350.D (-394) (-) m/z 132.00 100.00%
132
5000 68
0 s |l P J o ek o ek
0 AN N - AN | R m/z 68.10 47.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SRS RS LR
6.00 6.20 6.40 6.60
2 51 m/z 134.00 33.43%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.00 29 .54%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #48639: Tranylcypromine-propionyl R m  mamas E
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 19.08%
5000 og 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN § W A W
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:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092350.D

Acq On : 18 Jan 2017 14:45

Operator : UM/SJ

Sample : PB96090BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.42 2.40 ng 87492 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Eicosane 282 C20H42 000112-95-8 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
Abundance Scan 1193 (15.422 min): BF092350.D (-1190) (-) m/z 57.10 100.00%
57
5000 85
(M8 141 207 " 15,20 15.40 15.60 15.80
O L L e I B T o e e e e e m/z 71.10 68.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 L I B B R
15.20 15.40 15.60 15.80
m/z 43.05 55.73%
JL 2l |13 141 169 197 225 253 281 300 337 365 408
m/z--> §o 160 1éo 260 250 360 350 460
Abundance
57
"' 1520 15.40 15.60 15.80
5000 85 m/z 85.10 49 _47%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #82608: Heptadecane EEm B
57 15.20 15.40 15.60 15.80
m/z 55.10 23.86%
85
5000
29
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(|)O 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092350.D

Acq On : 18 Jan 2017 14:45

Operator : UM/SJ

Sample : PB96090BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.83 2.82 ng 102524 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1229 (15.834 min): BF092350.D (-1226) (-) m/z 57.10 100.00%
57
85
5000
| I “ 113 11 209 15.60 15.80 16.00 16.20
I — | e — m/z 71.10 73.74%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85 R
5000 I SURRAL S UL B
15.60 15.80 16.00 16.20
m/z 43.05 59.46%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
" 15.60 15.80 16.00 16.20
5000 g5 m/z 85.10 55.85%
29
o 113 141 169 1096 240
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #155178: Octacosane e B R
57 15.60 15.80 16.00 16.20
m/z 55.10 25.45Y%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092350.D

Acq On : 18 Jan 2017 14:45

Operator : UM/SJ

Sample : PB96090BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane, 11-(1-ethylpro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.30 2.17 ng 79058 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 10-Methylnonadecane 282 C20H42 056862-62-5 90
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1270 (16.303 min): BF092350.D (-1267) (-) m/z 57.10 100.00%
57
5000
99 IUNAUUNARA AR AR
‘ 141 50 16.00 16.20 16.40 16.60
O ”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”' m/z 71.10 76.06%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
5000 NN AR SR
16.00 16.20 16.40 16.60
m/z 43.05 61.85%
ol 11|l 1?7 169 225 295 53
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 600
Abundance
57
16.00 16.20 16.40 16.60
5000 m/z 85.10 55.55%
99
ol 26 141 183 225 296
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane s A m A
57 16.00 16.20 16.40 16.60
m/z 55.10 25.78%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092350.D

Acq On : 18 Jan 2017 14:45

Operator : UM/SJ

Sample : PB96090BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.86 2.38 ng 86506 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
3 Tetratriacontane 479 C34H70 014167-59-0 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 Hexatriacontane 507 C36H74 000630-06-8 86
Abundance Scan 1319 (16.863 min): BF092350.D (-1314) (-) m/z 57.10 100.00%
57
85 ?S
5000
l 1 “113 141 207 282 16.60 16.80 17.00 17.20
ofr i m/z 71.10 71.45%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57
5000
85 16.60 16.80 17.00 17.20
29 m/z 85.10 53.54Y%
ol gy 13 141 160 282
miz--> 0 éo 160 1éo 260 2%0 360 3%0 460
Abundance
43
A
71 16.60 16.80 17.00 17.20
5000 m/z 43.05 51.52%
99 281
o 127 155 183 211 238 309 336 365 392
miz--> 0 éo 160 1éo 260 2%0 360 3%0 460
Abundance #167078: Tetratriacontane R B EERmE R
57 16.60 16.80 17.00 17.20
m/z 55.00 26.23%
5000 85
29 113
o VLT 14t 169 197 205 253 281 311337 367 410435
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011817\
Data File : BF092350.D

Acq On : 18 Jan 2017 14:45

Operator : UM/SJ

Sample - PB96090BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : 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._.67 48.0 ng 2081950 1 6.54 866781 20.0
unknown6.31 6.31 93.1 ng 4036780 1 6.54 866781 20.0
Nonacosane 15.42 2.4 ng 87492 6 15.03 728374 20.0
Heneicosane 15.83 2.8 ng 102524 6 15.03 728374 20.0
Heneicosane, 11-(... 16.30 2.2 ng 79058 6 15.03 728374 20.0
Eicosane 16.86 2.4 ng 86506 6 15.03 728374 20.0
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