LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117810.D

Aca On : 15 Nov 2019 18:35

Operator :© JU

Sample : K5861-09

Misc :

ALS Vial : 10 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-BF111319.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 2.181 11 16 22 rVB 686714 905097 17.29% 2.025%
2 5.128 510 517 526 rBV 776012 887481 16.96% 1.986%
3 5.528 580 585 588 rBY 3942303 3577465 68.35% 8.006%
4 6.534 751 756 761 rBVY 3872225 3936471 75.21% 8.809%
5 6.686 777 782 785 rBVY 4181129 3969058 75.83% 8.882%
6 6.916 818 821 825 rBVY 1505155 1262406 24.12% 2.825%
7 7.075 844 848 851 rBVY 3882042 3114809 59.51% 6.970%
8 7.475 912 916 920 rBY 2529254 2433347 46.49% 5.445%
9 8.204 1036 1040 1044 rBV 1993281 1657865 31.68% 3.710%
10 9.286 1219 1224 1227 rBvV 5127337 4687671 89.56% 10.490%

11 9.674 1286 1290 1294 rBV 463093 353730 6.76% 0.792%
12 9.969 1336 1340 1343 rBV 2374910 1977606 37.78% 4._.425%
13 10.757 1470 1474 1477 rBV 3593736 3084488 58.93% 6.902%
14 11.457 1589 1593 1597 rBV 2387134 2088193 39.90% 4.673%
15 11.980 1679 1682 1686 rBV 264146 246522 4.71% 0.552%

16 12.768 1813 1816 1828 rBV2 81773 109684 2.10% 0.245%
17 12.933 1840 1844 1854 rVB 58259 99489 1.90% 0.223%
18 13.051 1859 1864 1867 rBV 5865112 5233913 100.00% 11.712%
19 13.957 2014 2018 2038 rBV4 164676 552207 10.55% 1.236%
20 14.109 2038 2044 2047 rBV 1866018 1829599 34.96% 4.094%

21 14.580 2121 2124 2127 rBV 84511 70785 1.35% 0.158%
22 14.898 2175 2178 2184 rVB 105446 108297 2.07% 0.242%
23 14.980 2188 2192 2197 rBV 204853 203799 3.89% 0.456%
24 15.256 2234 2239 2244 rBV 104347 134944 2.58% 0.302%
25 15.615 2294 2300 2305 rBV 1345958 1785559 34.12% 3.996%

26 15.656 2305 2307 2318 rVB 123546 150122 2.87% 0.336%
27 16.115 2380 2385 2393 rVB 84451 136720 2.61% 0.306%
28 16.650 2471 2476 2483 rVB3 47165 89715 1.71% 0.201%

Sum of corrected areas: 44687042
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
: BF117810.D

: 15 Nov 2019 18:35

- Ju

: K5861-09

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF117810.D

6.69

5.53 6.53

7.07

6.92

2.18 5.13

7.47

0
Time-->

5.00

7.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF117810.D

9.29

10.76

9.97 11.46

8.20

11.98

A
LI B T LI —

12.772.93

13.05

Time-->

10.00 10.50 11.00

I
11.50 12.00 12.50

13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF117810.D

14.11
15.62

.66 16.12

13.96 8
14.58 1{.%}9 15.26 16.65

0
Time-->

17.00 17.50 18.00

A
=TT LI B LI B T T T

R
13.50 14.00 14.50

15.50 16.00 16.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117810.D

Aca On : 15 Nov 2019 18:35

Operator :© JU

Sample : K5861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.18 14.34 ng 905097 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 16 (2.181 min): BF117810.D (-11) (-) m/z 73.00 100.00%
(<}
5000 43
55 87
7 2.20 2.30 2.40 2.50 2.60
O b e O e M/Z 43.00 37.59%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
<}
5000 HUNL NS DA RN AR RARR
43 O 2.20 2.30 2.40 2.50 2.60
- 87 m/z 54.95 25.41%
"|'"“h”'??hhj'é?“"'|"§?H""|"J'|"'}P}"'|'“'|""|""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 87.05 25.21%
L 79 |97 112 129
m/z--> 20 ' J 50 ' 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- e R E e
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.14%
5000 43
58
29 3(
L1 A .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117810.D

Aca On : 15 Nov 2019 18:35

Operator :© JU

Sample : K5861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 14.06 ng 887481 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 N.N"-Bis(2-methvl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 517 (5.128 min): BF117810.D (-510) (-) m/z 42.95 100.00%
43
59
5000
T 5o sho 5k w0
...,....,....,....',':...?.1.':!,...‘??....,5.".3..,...:,|....,....,....,....,...., m/z 59.00 57.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL I L
59 480 500 520 540
m/z 101.00 21.81%
15 31 101
wl 1y 51 I | 83 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 16.07%
68
"'P"W"“I'”*Hﬂ'?ﬁ“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LA L L B N LR |
43 480 5.00 5.20 5.40
m/z 41.00 9.22%
5000
101
15
27 & ‘
'“v“'v”m'“ww'Wth““b'“wgﬁw”'VHWH'WH“V'“V”'l SRR RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117810.D

Aca On : 15 Nov 2019 18:35

Operator :© JU

Sample : K5861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 3 unknown6.69 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.69 62.88 ng 3969060 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 783 (6.692 min): BF117810.D (-777) (-) m/z 132.00 100.00%
5000

68

96 N I IR UL LA
40 54 “J 6.40 6.60 6.80 7.00
M.ﬁ??.!ﬁ?“?%lﬁ,.. || M/Zz 134.00  34.13%

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

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LINLENLEN LI L LN L L L LI
6.40 6.60 6.80 7.00
0
31 51 78 m/z 68.00 30.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
e
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 20.41%
S T 1 R~ T T3
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- A s B e
132 6.40 6.60 6.80 7.00
m/z 131.00 14 .00%
117
5000
39 91
27 7 5165 77 ‘ 105 ‘
wh..f..W.VW..N,.H.,M..l\.P‘.,.”.,....,.... R N
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117810.D

Aca On : 15 Nov 2019 18:35

Operator :© JU

Sample : K5861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.98 2.36 ng 246522 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1682 (11.980 min): BF117810.D (-1679) (-) m/z 73.00 100.00%

43 60 73

5000 129

ﬁ%

11.60 11.80 12.00 12.20
m/z 59.95 92.70%

1
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 T TR

T T T T
11.60 11.80 12.00 12.20

m/z 43.00 88.83%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73
43 T e
11.60 11.80 12.00 12.20
5000 129 m/z 55.00 75.13%
29
s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AT T T T
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 70.91%
5000 129
29
199
‘ | 143157171185 242 k«NJL\HWN,WV
A5 M R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF111319.M Mon Nov 18 16:32:06 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117810.D

Aca On : 15 Nov 2019 18:35

Operator :© JU

Sample : K5861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 6 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.96 6.04 ng 552207 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 94
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2019 (13.962 min): BF117810.D (-2014) (-) m/z 57.10 100.00%
87 o3
5000
248 13.60 13.80 14.00 14.20
139 193216 . . . .
oy 168 m/z 43.00 92.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000 SRR PR SR B
111 13.60 13.80 14.00 14.20
29 m/z 55.00 88.64%
| I | | |139 189 510238 g3 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosy! trifluoroacetate
57
N U AU B
97 13.60 13.80 14.00 14.20
5000 m/z 83.00 80.16%
125
21 L i L \153 181 210 238 264 204 322 367 418
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester e EEEnsn
57 13.60 13.80 14.00 14.20
m/z 97.05 74 .38%
5000
29 125
|l \l 154 182 210 238 283 384
m/z--> 5 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117810.D

Aca On : 15 Nov 2019 18:35

Operator :© JU

Sample : K5861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 7 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.28 ng 203799 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 87
4 2.6-Octadiene. 4-methvl- 124 C9H16 074498-94-5 50
5 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 50
Abundance Scan 2192 (14.980 min): BF117810.D (-2188) (-) m/z 69.10 100.00%
6o
5000
41
95
14.60 14.80 15.00 15.20
b d gy L0180 231 283 sl 0 g5 81.00  47.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 AR *7*Jk7-7- ARERE
14.60 14.80 15.00 15.20
41 m/z 41.00 24 _.52%
[ N d 117 j |163 101 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
1460 14.80 15.00 1520
s000] 4L m/z 95.10 13.82%
95 4137
I | { 17 ] 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- T T T
69 14.60 14.80 15.00 15.20
a m/z 67.95 12.25%
5000
95 123
WP
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111519\
Data File : BF117810.D

Acq On : 15 Nov 2019 18:35

Operator : JU

Sample - K5861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
Quant Title : 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]
Butane, 2-methoxy... 2.18 14.3 ng 905097 1 6.92 1262410 20.0
2-Pentanone, 4-hy... 5.13 14.1 ng 887481 1 6.92 1262410 20.0
unknown6 .69 6.69 62.9 ng 3969060 1 6.92 1262410 20.0
n-Hexadecanoic acid 11.98 2.4 ng 246522 4 11.46 2088190 20.0
Heptadecyl heptaf... 13.96 6.0 ng 552207 5 14.11 1829600 20.0
Supraene 14.98 2.3 ng 203799 6 15.62 1785560 20.0
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