LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117566.D

Aca On : 28 Oct 2019 17:25

Operator :© JU

Sample : K5501-09

Misc :

ALS Vial : 12 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 5.351 552 555 579 rBV 844079 978599 82.89% 10.112%
2 6.381 726 730 747 rBV 977638 1093364 92.61% 11.298%
3 6.504 747 751 770 rVB 1187234 1127749 95.52% 11.653%
4 6.728 785 789 802 rBV 234431 238430 20.20% 2.464%
5 6.881 811 815 827 rBV 943229 819300 69.40% 8.466%
6 7.292 881 885 902 rBV 616760 649723 55.03% 6.714%
7 8.010 1003 1007 1022 rBV 253669 300778 25.48% 3.108%
8 9.080 1185 1189 1209 rBV 1329936 1180591 100.00% 12.199%
9 9.480 1253 1257 1270 rBB 120007 127726 10.82% 1.320%
10 9.757 1301 1304 1321 rBB 352935 344237 29.16% 3.557%

11 10.551 1436 1439 1456 rBV 589472 616054 52.18% 6.366%
12 11.245 1554 1557 1566 rBV 304244 314611 26.65% 3.251%

13 11.774 1644 1647 1660 rBV 63941 65040 5.51% 0.672%
14 12.463 1761 1764 1769 rBV 20531 20362 1.72% 0.210%
15 12.557 1778 1780 1789 rBV 11201 15238 1.29% 0.157%
16 12.692 1798 1803 1806 rBV 19336 21649 1.83% 0.224%
17 12.827 1822 1826 1829 rBV 1038029 848674 71.89%% 8.769%
18 13.051 1855 1864 1868 rBv4 7972 12814 1.09% 0.132%

19 13.727 1975 1979 1991 rBV2 92802 166050 14.06% 1.716%
20 13.892 2003 2007 2016 rBV 210907 225023 19.06% 2.325%

21 14.039 2028 2032 2036 rBV2 13838 14863 1.26% 0.154%
22 14.339 2080 2083 2086 rBV 16243 15424 1.31% 0.159%
23 14.410 2093 2095 2106 rBV2 13398 18075 1.53% 0.187%
24 14.639 2129 2134 2137 rVB2 25320 23500 1.99% 0.243%
25 14.704 2142 2145 2149 rVB 25521 24343 2.06% 0.252%
26 14.951 2184 2187 2192 rVB 29867 32635 2.76% 0.337%
27 15.321 2244 2250 2262 rVB 169535 250354 21.21% 2.587%
28 15.709 2312 2316 2321 rVB3 27374 33379 2.83% 0.345%
29 15.798 2324 2331 2340 rBV9 16186 45674 3.87% 0.472%
30 16.174 2391 2395 2408 rVB6 15642 32687 2.77% 0.338%
31 17.362 2590 2597 2602 rBVS 8439 20729 1.76% 0.214%
Sum of corrected areas: 9677675
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\

- BF
- 28
- Ju
- K5

12

TIC Library
TIC Integration Parameters: LSCINT.P

117566.D
Oct 2019 17:25
501-09
Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117566.D

Aca On : 28 Oct 2019 17:25

Operator :© JU

Sample : K5501-09

Misc :

ALS Vial : 12 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 94 .60 ng 1127750 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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.498 min): BF117566.D (-747) (-) m/z 132.00 100.00%
5000 68
40 54 o J 620 6.40 6.60 6.80
7 . . . .
ol |.7=~,?.7.!,1'9‘L??1.5,.. | m/Z  68.00 45.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BRI S
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 30.86%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80
5000 og 116 m/z 66.00 29.78%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 6.20 6.40 6.60 6.80
m/z 69.10 19.05%
97
5000
70
31
0 4\4 L 6‘(\) ! | 8§ \106116 !
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF101819.M Wed Oct 30 13:04:54 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117566.D

Aca On : 28 Oct 2019 17:25

Operator :© JU

Sample : K5501-09

Misc :

ALS Vial : 12 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 4.13 ng 65040 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Undecanoic acid 186 C11H2202 000112-37-8 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1646 (11.769 min): BF117566.D (-1644) (-) m/z 73.00 100.00%
43 - 78
5000
129
I | IJ ‘ |” 1 177 213 11.40 11.60 11.80 12.00
Ot e .”.“.”,”.w.”.“.”,”.w.”...”,”.w. m/z 43.00 88.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129
11.40 11.60 11.80 12.00
m/z 60.00 78.56%
1JJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 7B
1140 1160 11.80 12.00
5000 - m/z 41.00 74 .45%
3
(0] SRaman
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid
60 78 11.40 11.60 11.80 12.00
m/z 54.95 68.92%
5000 43
29 129143
101115 186
0 ..1?,.\.‘..\,\.‘..«\. I T ..‘.,w.‘ 5 e S B U
m/z--> 20 40 60 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\BF102819\
Data File : BF117566.D

Aca On : 28 Oct 2019 17:25

Operator :© JU

Sample : K5501-09

Misc :

ALS Vial : 12 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 4 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 14.76 ng 166050 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1979 (13.727 min): BF117566.D (-1975) (-) m/z 83.10 100.00%
57
5000 4 111
139 207 13.40 13.60 13.80 14.00
(o} m/z 57.05 89.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
55
5000
13.40 13.60 13.80 14.00
29 m/z 97.10 89.06%
0 168 196 222238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
41 13.40 13.60 13.80 14.00
5000 m/z 69.10 87 .96%
125
oL15 | | 154 180196 224 257 269
m/z--> i%mmmmmmmmmmmmmm
Abundance #205392: Trichloroacetic acid, hexadecy! ester
3 13.40 13.60 13.80 14.00
69 m/z 55.00 85.76%
5000

125

153169 196 224
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117566.D

Aca On : 28 Oct 2019 17:25

Operator :© JU

Sample : K5501-09

Misc :

ALS Vial : 12 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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .95 2.61 ng 32635 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Hexacosane 366 C26H54 000630-01-3 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tetradecane 198 C14H30 000629-59-4 72
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 64
Abundance Scan 2187 (14.951 min): BF117566.D (-2184) (-) m/z 57.10 100.00%
g7
85
5000
‘ " 126 207 14.60 14.80 15.00 15.20
I o m/z 71.05 84.93%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 AN SURIUR SR B
14.60 14.80 15.00 15.20
29 m/z 43.00 73.06%
oL L b i iy 0141 169 107 240
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 67.67%
29 i 13 14
oL A |77 M0 109 107 25 253 295 sz3 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 41.00 29.70%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
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\BF102819\
Data File : BF117566.D

Aca On : 28 Oct 2019 17:25

Operator :© JU

Sample : K5501-09

Misc :

ALS Vial : 12 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 6
R.T. EstConc Area Relative to ISTD R.T.
15.71 2.67 ng 33379 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Octacosane 394 C28H58 000630-02-4 72
3 Pentacosane 352 C25H52 000629-99-2 72
4 Heneicosane 296 C21H44 000629-94-7 59
5 Tetradecane 198 C14H30 000629-59-4 53
Abundance Scan 2316 (15.709 min): BF117566.D (-2312) (-) m/z 57.10 100.00%
g7
85
5000
| ,\ | ﬁu 207 15140 15,60 15,30 1600
o/ "" T m/z 71.05 83.22%
m/z--> 50 150 200 250 300 350
Abundance #202661: Heptacosane
g7
5000 85 R DA B IR SRR

15.40 15.60 15.80 16.00
m/z 43.00 61.26%

29
Ay ﬂ113 141,169 197 225 253 281 309 337 380
S | 4 e S e e R
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
e
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 51.98%
29 113
oL 1. J ﬂ (141 169 197 225 253 281 309 337 365 394
b | T S e LA L
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57 15.40 15.60 15.80 16.00
m/z 99.10 29.13%
5000 85
113
o2l ﬂ |1 169989211 230 267 295 323 352 | h
bl e G Ui R I R —
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117566.D

Aca On : 28 Oct 2019 17:25

Operator :© JU

Sample : K5501-09

Misc :

ALS Vial : 12 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 2- Chloropropionic acid, he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.80 3.65 ng 45674 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 64
2 n-Pentadecanol 228 C15H320 000629-76-5 58
3 1-Heptacosanol 396 C27H560 002004-39-9 58
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 58
5 n-Tetracosanol-1 354 C24H500 000506-51-4 58
Abundance Scan 2331 (15.798 min): BF117566.D (-2324) (-) m/z 57.00 100.00%
57 97
5000 125
149
209 281 LR DAL DAL SN B
| ||| l| 15.40 15.60 15.80 16.00 16.20
oA ; e m/z 97.05 92 .09%
m/z--> 50 100 150 200 250 300 350
Abundance #170817: 2- Chloropropionic acid, hexadecy! ester
57 83
5000 AR DR BRI ISR
1540 15.60 15.80 16.00 16.20
- 196 m/z 55.00 86 .64%
) 139 16 222 269 33
m/z--> 50 100 150 200 250 300 350
Abundance #84606: n-Pentadecanol
4 83
15.40 15.60 15.80 16.00 16.20
5000 11 m/z 69.00 85.14%
oL18 } | | 19, 182 210
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol e o
57 o7 15.40 15.60 15.80 16.00 16.20
m/z 83.05 81.82%
5000
125
o 29 “\4\ L 4153 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117566.D

Aca On : 28 Oct 2019 17:25

Operator :© JU

Sample : K5501-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.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 8 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.61 ng 32687 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 59
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 59
3 Undecane. 3.9-dimethvl- 184 C13H28 017301-31-4 58
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 50
5 Tetradecane 198 C14H30 000629-59-4 50
Abundance Scan 2394 (16.168 min): BF117566.D (-2391) (-) m/z 57.00 100.00%
57
85
5000
111
147 L N BRI B
| |“ 281 15.80 16.00 16.20 16.40
ol A ——————— m/z 71.05 66.29%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 L N BRI B
15.80 16.00 16.20 16.40
29 m/z 85.05 59.44Y%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance #205394: Silane, trichlorooctadecyl-
57
15.80 16.00 16.20 16.40
5000 m/z 43.05 58.82%
85
29
o J L1 M8 135155175 203 231 259 303 331 357 386
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance #48874: Undecane, 3,9-dimethyl- A BT o e
57 15.80 16.00 16.20 16.40
m/z 111.10 32.64%
5000
85
29
0 \‘ I | J L ‘ 1]\-3\1 15‘5 184
m/z--> 55 160 1%0 200 250 360 3éo ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102819\
Data File : BF117566.D

Acq On : 28 Oct 2019 17:25

Operator : JU

Sample : K5501-09

Misc :

ALS Vial : 12 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 94.6 ng 1127750 1 6.73 238430 20.0
n-Hexadecanoic acid 11.77 4.1 ng 65040 4 11.25 314611 20.0
n-Nonadecanol-1 13.73 14.8 ng 166050 5 13.89 225023 20.0
Heptadecane 14.95 2.6 ng 32635 6 15.32 250354 20.0
Heptacosane 15.71 2.7 ng 33379 6 15.32 250354 20.0
2- Chloropropioni... 15.80 3.6 ng 45674 6 15.32 250354 20.0
Octacosane 16.17 2.6 ng 32687 6 15.32 250354 20.0
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