LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117490.D

Aca On : 23 Oct 2019 18:31

Operator :© JU

Sample = K5485-07

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF101819.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 5.351 551 555 579 rBV 662325 816221 80.26% 8.886%
2 6.375 726 729 747 rBV 821155 927964 91.25% 10.103%
3 6.504 747 751 761 rVV 1108379 946353 93.06% 10.303%
4 6.734 787 790 802 rBV 230870 237325 23.34% 2.584%
5 6.887 812 816 827 rBV 797366 687073 67 .56% 7.480%
6 7.298 882 886 903 rBV 506896 553147 54.39% 6.022%
7 8.010 1004 1007 1017 rBV 314467 307321 30.22% 3.346%
8 9.086 1186 1190 1201 rBV 1189582 1016957 100.00% 11.072%
9 9.481 1254 1257 1266 rVB 116463 97959 9.63% 1.066%
10 9.763 1301 1305 1316 rVB 408398 366361 36.03% 3.989%

11 10.551 1436 1439 1456 rVB 620645 603326 59.33% 6.569%
12 11.245 1554 1557 1561 rBV 381003 357068 35.11% 3.887%

13 11.775 1645 1647 1655 rVB4 52640 60636 5.96% 0.660%
14 11.863 1659 1662 1664 rBV2 12421 11418 1.12% 0.124%
15 12.304 1734 1737 1739 rBV 11910 12178 1.20% 0.133%
16 12.463 1762 1764 1770 rBV 36774 37545 3.69% 0.409%
17 12.557 1778 1780 1788 rBv4 12332 18851 1.85% 0.205%
18 12.692 1799 1803 1807 rBV 37599 46753 4.60% 0.509%
19 12.827 1822 1826 1830 rBV 1080033 977241 96.09% 10.639%
20 13.398 1920 1923 1926 rBV2 16221 17017 1.67% 0.185%
21 13.516 1938 1943 1946 rBV5 7615 14509 1.43% 0.158%
22 13.733 1976 1980 1992 rVB5 47975 97391 9.58% 1.060%
23 13.886 2002 2006 2020 rVB 261961 309345 30.42% 3.368%
24 14.045 2030 2033 2035 rBvV 19431 20010 1.97% 0.218%
25 14.345 2081 2084 2086 rBV 31349 27093 2.66% 0.295%
26 14.380 2086 2090 2094 rVV6 8935 15496 1.52% 0.169%
27 14.645 2132 2135 2137 rVB 23347 19453 1.91% 0.212%
28 14.921 2179 2182 2184 rBV2 12058 15186 1.49% 0.165%
29 14.957 2185 2188 2193 rVB4 35802 42663 4._.20% 0.464%
30 15.204 2227 2230 2234 rBV 12380 13640 1.34% 0.149%
31 15.268 2238 2241 2244 rVB2 15137 15286 1.50% 0.166%
32 15.315 2244 2249 2259 rBV 205855 279116 27.45% 3.039%
33 15.498 2277 2280 2285 rBV6 7522 12522 1.23% 0.136%
34 15.715 2313 2317 2321 rVB2 29675 36156 3.56% 0.394%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117490.D

Aca On : 23 Oct 2019 18:31

Operator :© JU

Sample = K5485-07

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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.945 2352 2356 2359 rBV6 9809 13763 1.35% 0.150%
36 16.186 2393 2397 2402 rVB3 17082 21036 2.07% 0.229%
37 16.345 2421 2424 2433 rVB9 9856 19775 1.94% 0.215%
38 16.739 2484 2491 2499 rVB7 13961 36602 3.60% 0.398%
39 16.815 2499 2504 2509 rBV6 13023 25671 2.52% 0.279%
40 16.968 2528 2530 2538 rVB7 10056 17172 1.69% 0.187%
41 17.168 2559 2564 2569 rVB6 7484 15486 1.52% 0.169%
42 17.374 2594 2599 2605 rVB7 8898 19047 1.87% 0.207%

Sum of corrected areas: 9185132
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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\BF102319\

BF117490.D

23 Oct 2019 18:31

Ju

K5485-07

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117490.D

Aca On : 23 Oct 2019 18:31

Operator :© JU

Sample = K5485-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 1 unknown6.50 Concentration Rank 1

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

6.50 79.75 ng 946353 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF117490.D (-747) (-) m/z 132.00 100.00%
5000 68
40 54 %6 J 620 640 6.60 6.80
drer | N w/z 68.10 48.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR LR L S
6.20 6.40 6.60 6.80
m/z 134.00 31.94%

31 51 8
|

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57 132
T
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.00 29.34%
e o w1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14396: 1,2,4-Trifluorobenzene
132 6.20 6.40 6.60 6.80
m/z 69.10 19.80%
5000 63 o1
31 101 112
S R 0 Loy e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117490.D

Aca On : 23 Oct 2019 18:31

Operator :© JU

Sample = K5485-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.40 ng 60636 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 58
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 30
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 25
Abundance Scan 1646 (11.769 min): BF117490.D (-1645) (-) m/z 73.00 100.00%
73
43 55
5000
85 129
| | || |h | 1Tgl ‘ 213 11.40 11.60 11.80 12.00
NN N 1 Y NN m/z 43.00 65.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73

5000 129

29 11.40 11.60 11.80 12.00

m/z 55.00 62 .99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

11.40 11.60 11.80 12.00
5000 129 m/z 71.00 55.41%

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

213
143 157171 185 199

Abundance #84455: Tetradecanoic acid
73 11.40 11.60 11.80 12.00
60 m/z 69.10 54.29%
5000 43 129
185
1]_5 228
H L | we |
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117490.D

Aca On : 23 Oct 2019 18:31

Operator :© JU

Sample = K5485-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Carbonic acid, isobutyl oct... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 6.30 ng 97391 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 90
2 l1l-Hexacosanol 382 C26H540 000506-52-5 87
3 l17-Pentatriacontene 491 C35H70 006971-40-0 83
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 68
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 68
Abundance Scan 1979 (13.727 min): BF117490.D (-1976) (-) m/z 57.10 100.00%
g7
5000
111
| | L “139165 13.40 13.60 13.80 14.00
e ey m/z 71.10 85.59%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57
5000 IR AL AL AR
13.40 13.60 13.80 14.00
111 m/z 43.10 79.04%
29
Al 139168 195224 253
mz-> 0 50 160 150 200 250 300 350 400 450 '
Abundance #203698: 1-Hexacosanol
43
13.40 13.60 13.80 14.00
5000 83 m/z 83.00 64 .79%
18 111

1A139168196224252278308336364

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #234187: 17-Pentatriacontene R a R mamEE i
43 13.40 13.60 13.80 14.00
m/z 85.10 54 _.09%
5000 83
111
\ 1 139167196224 267292 321 462 490
m/z--> 0 50 100 150 200 250 300 350 400 450 13.40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117490.D

Aca On : 23 Oct 2019 18:31

Operator :© JU

Sample = K5485-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .96 3.06 ng 42663 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 78
Abundance Scan 2189 (14.963 min): BF117490.D (-2185) (-) m/z 57.00 100.00%
57
85
5000
| | ho 127 155 189208 939 270 14.60 14.80 15.00 15.20
e i R L e T Tm/z 71.10  76.91%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 N BN SURLL UL IR B

14,60 14.80 15.00 15.20
m/z 85.10 60.28%

2 13 1
1| j J “ 169 197 225 253 281 309 337 380
bl - T T e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R B e L
14.60 14.80 15.00 15.20
5000 85 m/z 43.00 58.96%
29 113
g i L | “ 141 169 197 225 253 295 323 367
i T NI Rt G e S A oA
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- R AR EEEEE T
43 14.60 14.80 15.00 15.20
m/z 97.10 32.13%
71
5000
L, ‘ .t’ u 17,195 18302225 253 295 337
e — R e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117490.D

Aca On : 23 Oct 2019 18:31

Operator :© JU

Sample = K5485-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 7 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.59 ng 36156 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Heptadecane 240 C17H36 000629-78-7 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Octadecane 254 C18H38 000593-45-3 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 2318 (15.721 min): BF117490.D (-2313) (-) m/z 57.00 100.00%
g7
85
5000
| d U3 149 507 15.40 15.60 15.80 16.00
N “'“.u.' N m/z 71.10 67.87%
m/z--> 50 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 LR B BRI BN BN
mmmmmmmm
29 m/z 43.05 67 .50%
LLL ) ﬂ / 1141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo '
Abundance #94346: Heptadecane
57
g5 15.40 15.60 15.80 16.00
5000 m/z 84.95 61.89%
29
m/z--> 55 100 1%0 260 250 300 3éo '
Abundance #141426: Heneicosane
57 15.40 15.60 15.80 16.00
m/z 55.00 27 .91%
85
5000
29 113
[ L M8 109 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo ' 1540 1560 1580 1600 '

8270-BF101819.M Thu Oct 24 17:37:28 2019 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102319\
Data File : BF117490.D

Acq On : 23 Oct 2019 18:31

Operator : JU

Sample - K5485-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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]
unknown6 .50 6.50 79.8 ng 946353 1 6.73 237325 20.0
Pentadecanoic acid 11.77 3.4 ng 60636 4 11.25 357068 20.0
Carbonic acid, is... 13.73 6.3 ng 97391 5 13.89 309345 20.0
Heptacosane 14 .96 3.1 ng 42663 6 15.32 279116 20.0
Octacosane 15.72 2.6 ng 36156 6 15.32 279116 20.0
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