LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO073119\
Data File : BF115881.D

Aca On 31 Jul 2019 22:06

Operator : HP/JU

Sample : K4034-01

Misc :

ALS Vial : 13 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-BF073019.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 2.122 3 6 15 rVB 764943 950458 34.94% 3.801%
2 5.475 572 576 598 rBVY 2478229 2565817 94.32% 10.260%
3 6.487 743 748 759 rBVY 2784030 2720434 100.00% 10.878%
4 6.622 767 771 775 rBVY 2874784 2695551 99.09% 10.779%
5 6.851 806 810 816 rBV 938359 763448 28.06% 3.053%
6 7.010 833 837 840 rBVY 2336063 1995835 73.36% 7.981%
7 7.410 901 905 908 rBVY 1803910 1614934 59.36% 6.458%
8 8.134 1024 1028 1046 rBvY 1065699 924633 33.99% 3.697%
9 9.210 1207 1211 1214 rBV 2926610 2434172 89.48% 9.734%
10 9.328 1228 1231 1235 rVB 98253 87249 3.21% 0.349%

11 9.604 1274 1278 1285 rBV 422004 343551 12.63% 1.374%
12 9.892 1323 1327 1341 rVB 1177444 983893 36.17% 3.934%
13 10.680 1457 1461 1476 rBV 1497242 1357500 49.90% 5.428%
14 11.380 1576 1580 1583 rBV 871931 796943 29.29% 3.187%
15 11.616 1614 1620 1633 rBV 107656 216846 7.97% 0.867%

16 11.904 1666 1669 1677 rBv2 121300 151888 5.58% 0.607%

17 12.433 1755 1759 1763 rBV3 40997 70655 2.60% 0.283%
18 12.480 1764 1767 1771 rVB2 28586 38816 1.43% 0.155%
19 12.692 1800 1803 1807 rBv4 18617 28653 1.05% 0.115%

20 12.963 1845 1849 1852 rBV 2059152 1799036 66.13% 7.194%

21 13.192 1885 1888 1893 rBV2 24034 32224 1.18% 0.129%
22 13.868 1999 2003 2013 rVB2 152315 251807 9.26% 1.007%
23 14.021 2025 2029 2037 rVB 858584 877302 32.25% 3.508%
24 14.486 2105 2108 2110 rBV 60535 58699 2.16% 0.235%
25 14.768 2153 2156 2158 rBV 82768 84789 3.12% 0.339%

26 15.127 2213 2217 2222 rVB 178687 206522 7.59% 0.826%
27 15.486 2274 2278 2286 rVB 642962 874908 32.16% 3.499%
28 15.939 2352 2355 2360 rVB 57433 80920 2.97% 0.324%

Sum of corrected areas: 25007483
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115881.D

Aca On 31 Jul 2019 22:06

Operator : HP/JU

Sample : K4034-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF115881.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115881.D

Aca On 31 Jul 2019 22:06

Operator : HP/JU

Sample : K4034-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.12 2490 ng 950458 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 min): BF115881.D (-3) (-) m/z 73.00 100.00%
73
5000 /\
43
55 87 e —
. | . 2.20 2.30 2.40 2.50
Ol prrer o bbb 7 L e M/Z 43.00  34.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 ISR RSN A LR
43 2.20 2.30 2.40 2.50
55 87 m/z 87.00 25.11%
29
"|"'d|'?§'J'J"|'J"|"§?J"'?P“'L|""|""|'"'l""l""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HRNURRE U U LU
2.20 2.30 2.40 2.50
5000 55 m/z 55.00 23.88%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50

m/z 41.00 11.74%

5000
45
29
W 34\ 55 &7 | 101

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2,20 2.30 2.40 2.50

8270-BF073019.M Thu Aug 01 16:46:39 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115881.D

Aca On 31 Jul 2019 22:06

Operator : HP/JU

Sample : K4034-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 2 unknown6.62 Concentration Rank 1

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

6.62 70.62 ng 2695550 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF115881.D (-767) (-) m/z 132.00 100.00%
32
5000 68
40 54 ‘ 75 %6 104 6.0 6.40 6.60 6.80 7.00
S . L1 N PR -/ S ey SN | N m/z 68.00 42.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRAREAREAS x---u----u---
6.0 6.40 6.60 6.80 7.00
0,
3 4 5 78 m/z 134.00 33.24%
W'”'l'”HJ'W'”'P'JI”'W'”'P'”I”'W'“'P'”I”'W“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
P"W"”I&”'I”"P"
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 28.48%
41 97
‘ 53 2 117
-.----.-3-4--‘.-‘---a‘--‘--‘iﬁ'ﬂ-‘n‘.--‘-‘-‘.‘---E-‘?--‘--.FF'-S-.---‘-.1-2-‘-‘-.“---.--
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e - e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.34%
117
5000
39 91
51
27 S 77 105
.,..Jw...jp“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N—
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 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\BF073119\
Data File : BF115881.D

Aca On 31 Jul 2019 22:06

Operator : HP/JU

Sample : K4034-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.62 5.44 ng 216846 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Hexadecanol 242 C16H340 036653-82-4 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 94
3 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 91

Abundance Scan 1621 (11.622 min): BF115881.D (-1614) (-) m/z 55.00 100.00%

56 69 83

5000

11.40 11.60 11.80 12.00
m/z 42.95 90.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95985: 1-Hexadecanol
43 57
83
5000 L UL B SULLILN B
29 11.40 11.60 11.80 12.00
m/z 69.00 87 .61%
| 125140154168182196 224
m/z--> 2|0 4|0 (SIO 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1
55 83
97 LR BRI I SULLILN B
4 11.40 11.60 11.80 12.00
5000 m/z 83.00 85.02%

125
139154168182196210

238

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)-
3 5

11.40 11.60 11.80 12.00
m/z 57.00 71.36%

97

5000

12

5
139153168182196210224 252 280

e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115881.D

Aca On 31 Jul 2019 22:06

Operator : HP/JU

Sample : K4034-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.81 ng 151888 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 1668 (11.898 min): BF115881.D (-1666) (-) m/z 73.00 100.00%
73
43 60
5000
o7 129
15 | 143157171185 213 11:60 11.80 12.00 12.20
m/z 43.00 78.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L BN SN B S
nmnmnmnm
m/z 60.00 70.91%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 41.00 61.21%
29
5
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B B
60 73 11.60 11.80 12.00 12.20
43 m/z 57.00 58.38%
5000 129
; 185 228
01115 | 143,171
: ”III‘ H“ \ml} H‘ i |‘||:|I-|57||‘|| |‘||1|99||25L|3||‘||||||||| — S — S
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115881.D

Aca On 31 Jul 2019 22:06

Operator : HP/JU

Sample : K4034-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.87 5.74 ng 251807 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
4 Cvclopentadecane 210 C15H30 000295-48-7 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 2003 (13.868 min): BF115881.D (-1999) (-) m/z 57.00 100.00%
57
83
5000
SR AR SUNIUE SR B
139 182 230 13.60 13.80 14.00 14.20
160 210 43U248 267 289309328 353 77 43.00 87 360
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000 LR BN SULRL L B
111 13.60 13.80 14.00 14.20
- m/z 55.00 79 .39%
I |139,,169 191210 23 265283
m/z--> 50 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
13.60 13.80 14.00 14.20
5000 m/z 69.00 75 .89%
29
I ‘ ‘ \ | 1?9 (167 196 238 266 294 ,M\thwﬂvwv,‘ﬁkﬁfw~vAM“~fﬁ~
m/z--> 55 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester R EEEEE RS
97 13.60 13.80 14.00 14.20
83 m/z 83.00 75.46%
5000 111 Jhwd&wk&uwwfp\NﬁwakhxhaM
29
L ‘ ‘ | | |20 18 210 55255 g0
mz-> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115881.D

Aca On 31 Jul 2019 22:06

Operator : HP/JU

Sample : K4034-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.13 4.72 ng 206522 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2217 (15.127 min): BF115881.D (-2213) (-) m/z 57.00 100.00%

57
85
5000

J 141 160 196 299243 273 _ 313 14.80 15.00 15.20 15.40
oL, |, b " 196 222243 278 B13337396376  ns70 71.00  76.38%

m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane

5

5000 85 TT TT T T[T T T T[T T T T [TTTT]
14. 80 15. 00 15 20 15.40
m/z 43.00 59.16%
29 113 141
L |.| ﬂ [ 141,169 197 205 253 295 323 367
) . e L B e e
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57
AR B
85 14.80 15.00 15.20 15.40
5000 m/z 85.00 54.63%
29 141
J J113 | 169
A d et
m/z--> 50 100 150 200 250 300 350
Abundance #141432: Pentadecane, 8-hexyl- AN R m g S
57 14.80 15.00 15.20 15.40
m/z 55.00 22 .34%
85
5000
29 113 141 1 190
Jdl i J M 168 | 224243 265
el : — T AR B
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO073119\
Data File : BF115881.D

Acq On 31 Jul 2019 22:06

Operator : HP/JU

Sample - K4034-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
Butane, 2-methoxy... 2.12 24 .9 ng 950458 1 6.85 763448 20.0
unknown6 .62 6.62 70.6 ng 2695550 1 6.85 763448 20.0
1-Hexadecanol 11.62 5.4 ng 216846 4 11.38 796943 20.0
n-Hexadecanoic acid 11.90 3.8 ng 151888 4 11.38 796943 20.0
Heptadecyl heptaf... 13.87 5.7 ng 251807 5 14.02 877302 20.0
Hexacosane 15.13 4.7 ng 206522 6 15.49 874908 20.0
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