LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089668.D

Acq On : 8 Aug 2016 19:00

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 11 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-BF080416_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 4.616 263 265 275 rBV 57321 128888 6.91% 1.111%
2 5.301 322 325 348 rBVY 317223 621062 33.31% 5.353%
3 6.947 467 469 477 rBVY 205905 393609 21.11% 3.393%
4 7.062 477 479 497 rVB 775273 1256340 67-.39% 10.828%
5 7.416 508 510 525 rBvV 122296 224123 12.02% 1.932%
6 7.656 528 531 548 rVB 844689 1130237 60.62% 9.742%
7 8.330 587 590 601 rBVY 553709 866453 46.48% 7.468%
8 9.450 685 688 710 rBVY 204036 340602 18.27% 2.936%
9 11.233 840 844 862 rBV 1288995 1864312 100.00% 16.069%
10 11.919 902 904 912 rBB 41271 53653 2.88% 0.462%
11 12.262 932 934 938 rBVY 268600 405947 21.77% 3.499%
12 13.131 1007 1010 1012 rBV 16868 20918 1.12% 0.180%
13 13.554 1045 1047 1056 rVV 596649 1050004 56.32% 9.050%
14 13.897 1072 1077 1082 rBvV2 21915 46895 2.52% 0.404%

15 14.662 1142 1144 1152 rVB 281950 404042 21.67% 3.482%
16 15.680 1230 1233 1244 rBV2 86604 147393 7.91% 1.270%
17 16.777 1326 1329 1337 rBV 158738 275438 14.77% 2.374%
18 17.028 1348 1351 1354 rBV 1099233 1696533 91.00% 14.623%
19 18.297 1459 1462 1465 rBV2 27834 55938 3.00% 0.482%
20 18.366 1465 1468 1474 rVV 236776 365984 19.63% 3.154%

21 20.023 1611 1613 1619 rBV 183311 253796 13.61% 2.187%

Sum of corrected areas: 11602167
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089668.D

Acq On : 8 Aug 2016 19:00

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089668.D
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1200000
17.03

1000000
800000
600000

400000

18.37
20000016.78 20.02

18.80
L L

Time--> 17.00 1750 1800 1850 19.00 1950 20.00 2050 21.00 21.50 22.00 22,50 23.00 23.50 24.00

8270-BF080416.M Tue Aug 09 16:31:35 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089668.D

Acq On : 8 Aug 2016 19:00

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.62 11.50 ng 128888 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 265 (4.616 min): BF089668.D (-263) (-) m/z 43.05 100.00%
43
59
5000
101 S E————
s 83 420 4.40 4.60 4.80 5.00
SN P MRV | NS NS NS m/z 59.10 61.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U N
59 420 4.40 4.60 4.80 5.00
m/z 101.10 23.80%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
420 440 460 480 500
5000 m/z 58.10 15.35%
101
15 58
28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one R s R L
43 420 4.40 4.60 4.80 5.00
m/z 41.10 10.65%
5000
55
21 37, | a9 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 420 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089668.D

Acq On : 8 Aug 2016 19:00

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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 unknown7.06 Concentration Rank 1

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

7.06 112.11 ng 1256340 1,4-Dichlorobenzene-d4 7.42
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 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 479 (7.062 min): BF089668.D (-477) (-) m/z 132.00 100.00%
5000 68
40 54 7 g7 9|6 5 J 6.80 7.00 7.20 7.40
AL s m/z 68.10 46.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.80 7.00 7.20 7.40
31 51 78 m/z 134.00 31.34%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 66.05 29.78%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R N mam e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 18.46%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089668.D

Acq On : 8 Aug 2016 19:00

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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 4 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.32 ng 46895 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 72
2 Octacosane 394 C28H58 000630-02-4 64
3 Tridecane 184 C13H28 000629-50-5 59
4 Docosane 310 C22H46 000629-97-0 59
5 Heneicosane 296 C21H44 000629-94-7 59
Abundance Scan 1077 (13.897 min): BF089668.D (-1072) (-) m/z 57.10 100.00%
57
5000 85
123 151 13.60 13.80 14.00 14.20
ey m/z 71.10 67.95%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
13.60 13.80 14.00 14.20
m/z 43.10 64.87%
29 13 449
CLoL L) 177,141 169 197 225 253 295 323 367
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance
57
13.60 13.80 14.00 14.20
5000 g5 m/z 85.10 44 . 40%
29 113 141 169 197 205 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #48835: Tridecane
57 13.60 13.80 14.00 14.20
m/z 41.10 38.92%
5000
85
29

|
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089668.D

Acq On : 8 Aug 2016 19:00

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.68 7.30 ng 147393 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1233 (15.680 min): BF089668.D (-1230) (-) m/z 73.00 100.00%
73
43 60
5000 129
213 L DU B S SULR
115 149 171185 15.40 15.60 15.80 16.00
256
SN .'J" . m..h,'. L LT | 2er 296 0 8. 21
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L DU B B SULE
mmmmmmmm
m/z 43.10 74 .52%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
15.40 15.60 15.80 16.00
5000 129 m/z 41.10 70.00%
29 87
101115 143157171185199 242
15 21377g
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid AP A
60 73 15.40 15.60 15.80 16.00
43 m/z 55.10 69.05%
5000 129
. 185 228
01115 | 143,171
: ”III‘ H“ \ml} H‘ o |‘||:|I-|57||‘|| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00

8270-BF080416.M Tue Aug 09 16:31:38 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089668.D

Acq On : 8 Aug 2016 19:00

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.78 15.05 ng 275438 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 25
4 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 25
Abundance Scan 1329 (16.777 min): BF089668.D (-1326) (-) m/z 73.10 100.00%
43 73
57
5000 129
T s 165 ” 16090 16,60 1680 1700 "
1432171 . . .

i 1577 | 199213227 2 | Tw/z 43.10 95.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

43 57 73
5000 129 AR UVARRR AR
mmmmmmﬂm
185 m/z 60.10 79.48%
H 143,171 241 284

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

Abundance
a3 0
e A RE
16.40 16.60 16.80 17.00
5000 129 m/z 57.10 78.28%
83 97
115 157171185 213 256
143 199 | 22754
memwmﬁwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester AR E e
43 57 16.40 16.60 16.80 17.00
- m/z 55.10 72.10%
5000
29 S 253
‘ 141155169183197 224 269
e e R E e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16. 60 16. 80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089668.D

Acq On : 8 Aug 2016 19:00

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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-Hexacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.30 3.06 ng 55938 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 81
3 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 72
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 64
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 64
Abundance Scan 1462 (18.297 min): BF089668.D (-1459) (-) m/z 83.10 100.00%

a7
5000 111
18.00 18.20 18.40 18.60

——e e L m/z 57.05 99.04%

m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43
5000 83
18.00 18.20 18.40 18.60
18 11 m/z 55.05 92.90%
‘h“\ we ‘Jﬂ “ L 139 168 196 224 252 278 308 336 364
B e e an T
m/z--> 50 100 150 200 250 300 350
Abundance
43
R R e RS R
18.00 18.20 18.40 18.60
5000 83 m/z 97.10 92.57%
18 111
65 140 168 196 238 266 308 336
e e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #197139: Carbonic acid, isobutyl octadecy! ester e -
57 18.00 18.20 18.40 18.60
m/z 69.10 91.61%
5000
111
M | M‘ ‘ I ‘ \1139 168 196 224 253
— T T
m/z--> 50 200 250 300 350 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089668.D

Acq On : 8 Aug 2016 19:00

Operator : UM/SJ

Sample : H4367-28

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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... 4.62 11.5 ng 128888 1 7.42 224123 20.0
unknown? .06 7.06 112.1 ng 1256340 1 7.42 224123 20.0
Hexacosane 13.90 2.3 ng 46895 4 14.66 404042 20.0
n-Hexadecanoic acid 15.68 7.3 ng 147393 4 14.66 404042 20.0
Octadecanoic acid 16.78 15.1 ng 275438 5 18.37 365984 20.0
1-Hexacosanol 18.30 3.1 ng 55938 5 18.37 365984 20.0
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