LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117388.D

Aca On : 13 Oct 2019 00:10

Operator :© JU

Sample - K5316-07

Misc :

ALS Vial : 19 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-BF091319.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 5.416 562 566 586 rBV 622302 746431 75.10% 8.570%
2 6.439 736 740 758 rBV 717733 856432 86.17% 9.833%
3 6.569 758 762 774 rVB 954048 871886 87.73% 10.011%
4 6.792 797 800 813 rVB 238636 224687 22.61% 2.580%
5 6.951 823 827 843 rBV 669645 644406 64.84% 7.399%
6 7.357 893 896 913 rBV 407050 504751 50.79% 5.795%
7 8.075 1015 1018 1039 rBV 201064 298880 30.07% 3.432%
8 9.151 1197 1201 1224 rBV 989166 993026 99.92% 11.402%
9 9.545 1265 1268 1282 rBV 77924 90849 9.14% 1.043%
10 9.827 1313 1316 1327 rBV 349368 367344 36.96% 4.218%

11 10.622 1447 1451 1467 rBV 505159 563132 56.66% 6.466%
12 11.322 1566 1570 1579 rBV 321954 369385 37.17% 4.241%

13 11.386 1579 1581 1590 rVB3 11561 12493 1.26% 0.143%
14 11.839 1654 1658 1668 rBV3 14605 23744 2.39% 0.273%
15 12.539 1774 1777 1784 rBV 18279 19640 1.98% 0.225%
16 12.763 1809 1815 1821 rBV 21409 29315 2.95% 0.337%

17 12.898 1834 1838 1842 rBV 1090718 993867 100.00% 11.411%
18 13.792 1986 1990 2006 rBV2 104170 220924 22.23% 2.537%
19 13.963 2015 2019 2027 rBV 305305 317633 31.96% 3.647%

20 14.110 2039 2044 2047 rBV2 10786 13276 1.34% 0.152%
21 14.410 2092 2095 2098 rBV2 14155 15478 1.56% 0.178%
22 14.710 2143 2146 2149 rBV2 25678 24828 2.50% 0.285%
23 15.039 2198 2202 2206 rVB2 26871 32906 3.31% 0.378%
24 15.115 2210 2215 2219 rBV7 6093 11400 1.15% 0.131%
25 15.357 2253 2256 2260 rBV5 7515 11242 1.13% 0.129%
26 15.415 2260 2266 2275 rBV 208292 319952 32.19% 3.674%
27 15.821 2331 2335 2340 rVB2 23294 32066 3.23% 0.368%
28 15.909 2343 2350 2353 rBVS 16205 38465 3.87% 0.442%
29 16.309 2412 2418 2422 rBvV4 12376 20123 2.02% 0.231%
30 16.874 2509 2514 2516 rBV5 9618 16008 1.61% 0.184%
31 17.539 2616 2627 2629 rBVS8 8522 25024 2.52% 0.287%
Sum of corrected areas: 8709593
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117388.D

Aca On : 13 Oct 2019 00:10

Operator :© JU

Sample - K5316-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117388.D

Aca On : 13 Oct 2019 00:10

Operator :© JU

Sample - K5316-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.M
Quant Title : 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 unknown6.57 Concentration Rank 1

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

6.57 77.61 ng 871886 1,4-Dichlorobenzene-d4 6.79
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF117388.D (-758) (-) m/z 132.00 100.00%
5000 68 L
0 % J o500 6o 6ho 700
54 - - : : :
qrer s W | TW/z 68.10  40.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L N R
620 640 6.60 6.80 7.00
31 78 m/z 134.00 33.16%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 25.79%
N ..,....,.?9 II¥Q7 ‘ B - ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.29%
117
5000
39 91
A Nl
| N | ! . \ m
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117388.D

Aca On : 13 Oct 2019 00:10

Operator :© JU

Sample - K5316-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 13.91 ng 220924 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1990 (13.792 min): BF117388.D (-1986) (-) m/z 97.05 100.00%
57 9
4
5000
125
| 8 140 13.40 13.60 13.80 14.00 14.20
ek 230 m/z 83.10 98.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

5000
13.40 13.60 13.80 14.00 14.20
m/z 57.00 90.39%
29 139
L 167182 210 238 266 294
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

83

13.40 13.60 13.80 14.00 14.20
5000 m/z 55.00 89.48%

29
B 167182 210 238 264280 308
S—
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #131391: n-Nonadecanol-1 e R A
55 83 13.40 13.60 13.80 14.00 14.20
m/z 69.05 85.79%
5000
29

I 182 210 238 266
RARAERaEARESY e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117388.D

Aca On : 13 Oct 2019 00:10

Operator :© JU

Sample - K5316-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.04 2.06 ng 32906 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2202 (15.039 min): BF117388.D (-2198) (-) m/z 71.00 100.00%
1
43
5000
\ II| 27 160 - " 14.80 15.00 15.20 15.40
L Iy '“"',Jl..,.. S — m/z 57.05 96.16%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 L B BRI UL B
mmmmmmmm
29 m/z 85.05 67.06%
113 141
. d n 169 197 225 253 281 309 337 365 394
m/z--> §0 100 150 260 250 360 3%0 '
Abundance #194494: Hexacosane
57
14.80 15.00 15.20 15.40
5000 a5 m/z 43.00 65.50%
290 | d (141 169 197 225 253 295 366
m/z--> 50 100 150 260 250 360 3%0 '
Abundance #185533: Pentacosane b RREmE EE e
57 14.80 15.00 15.20 15.40
m/z 55.00 31.42%
5000 85
113
29| | g i [ 1 169189211 239 267 205 303 352

m/z--> 50 100 150 200 250 300 350 14.80 15. 00 15. 20 15. 40

8270-BF091319.M Mon Oct 14 12:59:21 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117388.D

Aca On : 13 Oct 2019 00:10

Operator :© JU

Sample - K5316-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.82 2.00 ng 32066 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Heptadecane 240 C17H36 000629-78-7 72
3 Hexadecane 226 Cl16H34 000544-76-3 72
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
5 Octacosane 394 C28H58 000630-02-4 64
Abundance Scan 2335 (15.821 min): BF117388.D (-2331) (-) m/z 57.10 100.00%
g7
85
5000
113 LRI IS BN UL B
| I " Jr33155 193 081 1560 15.80 16.00 16.20
- J T —— m/z 71.05 84.36%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 LRI SRS BN UL B

15.60 15.80 16.00 16.20
m/z 43.00 61.93%

2 13 1
1| j J “ 169 197 225 253 281 309 337 380
el 1l L A e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
R S N EaEmE s
15.60 15.80 16.00 16.20
5000 85 m/z 85.05 56.31%
29
— = et
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57 15.60 15.80 16.00 16.20
m/z 55.00 24 _36%
5000 85
113
20| | | 4 |U7, 141 169 197 226
I B o e e e e B L e o e e e e e o N R S N EaEmE s
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117388.D

Aca On : 13 Oct 2019 00:10

Operator :© JU

Sample - K5316-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.91 2.40 ng 38465 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tride... 346 C1l6H27F502 959261-22-4 62
2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 58
3 Acetic acid. trifluoro-. dodecvl... 282 C14H25F302 006222-00-0 58
4 1-Nonadecene 266 C19H38 018435-45-5 53
5 Formic acid, dodecyl ester 214 C13H2602 028303-42-6 52

Abundance Scan 2350 (15.909 min): BF117388.D (-2343) (-) m/z 69.00 100.00%

43 97

5000
15.60 15.80 16.00 16.20
e m/z 97.00 94_.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #180910: Pentafluoropropionic acid, tridecyl ester
43
69
5000 LA L L L L L LB L |

15.60 15.80 16.00 16.20
19 m/z 43.00 93.18%

137194 182 505 207 328

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159657: Acetic acid, chloro-, hexadecy! ester
43 83

15.60 15.80 16.00 16.20
m/z 83.00 79.87%

5000
6
T iS5 Ao1% 222930 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128889: Acetic acid, trifluoro-, dodecyl ester e A RERREEEES
55 15.60 15.80 16.00 16.20
83 m/z 57.05 74 _.86%
5000

111

140 168
195213 264

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101219\
Data File : BF117388.D

Acq On : 13 Oct 2019 00:10

Operator : JU

Sample : K5316-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
unknown6 .57 6.57 77.6 ng 871886 1 6.79 224687 20.0
1-Heneicosanol 13.79 13.9 ng 220924 5 13.96 317633 20.0
Octacosane 15.04 2.1 ng 32906 6 15.42 319952 20.0
Heptacosane 15.82 2.0 ng 32066 6 15.42 319952 20.0
Pentafluoropropio... 15.91 2.4 ng 38465 6 15.42 319952 20.0
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