LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM121618\
Data File : BM018222.D
Aca On : 16 Dec 2018 12:24 Instrument :
Operator : JU/SJ EFAﬁg el

- _ lentosampleld :
a?zgle : J6377-13 P001-SD005-0006-01
ALS Vial : 4 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 M\METHODS\8270-BM121518 .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 4.687 302 306 312 rBV 72880 100826 1.58% 0.253%
2 5.128 375 381 387 rBVY 2184177 3088937 48.31% 7.766%
3 5.181 387 390 401 rVB 159335 248809 3.89% 0.626%
4 6.699 640 648 661 rBY 2176067 3510428 54.90% 8.826%
5 7.040 699 706 717 rBVY 2299052 3511594 54.92% 8.829%

7.498 775 784 793 rBV 522721 826106 12.92% 2.077%
7.810 829 837 850 rBV 1690658 2637779 41.25% 6.632%
1179563 2056358 32.16% 5.170%
10.263 1247 1254 1274 rBV 553442 1090420 17.05% 2.742%
12.763 1672 1679 1693 rBV 3142032 4799270 75.05% 12.066%

=
QOO ~NO®

oo

()]

)]

\l

©

\l

N

(o]

(00]

=

=

o

o

w

=

os]

<

11 13.639 1819 1828 1836 rBV2 77675 146923 2.30% 0.369%
12 14.157 1909 1916 1926 rBV2 877054 1439865 22.52% 3.620%
13 15.663 2165 2172 2187 rBV 2606414 3743009 58.54% 9.411%
14 16.921 2379 2386 2403 rBV2 1077004 1706313 26.68% 4._.290%
15 17.827 2533 2540 2552 rBV2 154987 270761 4.23% 0.681%

16 19.127 2756 2761 2771 rBV3 54430 95867 1.50% 0.241%
17 19.574 2831 2837 2847 rBV 5051389 6394469 100.00% 16.077%
18 20.862 3052 3056 3062 rBvV2 208403 256705 4.01% 0.645%
19 21.139 3098 3103 3112 rBV 1402378 1875705 29.33% 4.716%
20 21.721 3199 3202 3204 rBV2 97228 106058 1.66% 0.267%

21 22.650 3356 3360 3365 rVB 251945 328230 5.13% 0.825%
22 23.297 3464 3470 3481 rVB2 815250 1539644 24.08% 3.871%

Sum of corrected areas: 39774076
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018222.D

Aca On : 16 Dec 2018 12:24

Operator : JU/SJ

ﬁ?gg le J6377-13 P001-SD005-0006-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BM018222.D

6.70 7.04

7.81

7.50

4.69

.18

10.26

0
Time-->
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Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BM018222.D
19157

12.76
15.66

16.92
14.16

13.64 17.83 19.13

Time-->
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12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BM018222.D

21.14

A

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018222.D

Aca On : 16 Dec 2018 12:24

Operator : JU/SJ

3?22 le J6377-13 P001-SD005-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.69 2.44 ng 100826 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 25
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 17

Abundance Scan 307 (4.693 min): BM018222.D (-302) (-) m/z 43.05 100.00%
43
59
5000
101
83 440 4.60 4.80 5.00
0 ...,....,....,....',|!:..?1..-!-.|i....,?3...,.-...,...:,...., m/z 59.10 70.39%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L B L L UL
59 440 460 480 5.00
m/z 101.10 32.58%
o 25 3t 37 , 83 o3 M1
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #248: Guanidine
43 59
440 4.60 480 500
5000 18 m/z 58.10 18.45%
28
0 12 | o 1IN .
LR IR S UL SR SURLLL SRR SURILEL IURL SUIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8126: 2-Hexanol, 2-methyl- A R
59 440 460 4.80 5.00
m/z 41.00 14 .25%
5000
43 101
31
o 25 il Il syl e e |
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018222.D

Aca On : 16 Dec 2018 12:24

Operator : JU/SJ

3?22 le J6377-13 P001-SD005-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.04 Concentration Rank 1

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

7.04 85.02 ng 3511590 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 706 (7.040 min): BM018222.D (-699) (-) m/z 131.95 100.00%
32
5000 68
40 54 % J " 680 7.00 7.20 7.40
o g8 lgeewr 27 h7y68.10  42.87%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 UL UL IR
6.80 7.00 7.20 7.40
70 m/z 134.00 31.97%
31 44 60
0 86 116
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 o " 680 7.00 7.20 7.40
5000 m/z 66.10 27 .96%
31 51
0"Lﬁulw'l'yﬁjg"'lf'”l""I”"I"'W""I'”'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e
132 6.80 7.00 7.20 7.40
m/z 69.10 17.88%
5000
33 a4 . 105
0 "J' |'“W'6ﬁ'"'59""‘|J“%%5|" B S B B U U L UL IR I
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121618\
Data File : BM018222.D

Aca On : 16 Dec 2018 12:24

Operator : JU/SJ

Sample : J6377-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 5

R.T. EstConc Area Relative to ISTD R.T.
17.83 3.17 ng 270761 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 2-Butenoic acid. 2-methoxyv-3-met... 144 C7H1203 056009-32-6 14
5 Decane, 4-ethyl- 170 C12H26 001636-44-8 10

Abundance Scan 2540 (17.827 min): BM018222.D (-2533) (-) m/z 73.00 100.00%
6073
43
5000 129
97 213 S = Tttt L s
| || ﬂ 115 43157171185199 097 256 17.60 17.80 18.00 18.20
0 SN— " m/z 60.00 78.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 RS SR SULRLLS S U
17.60 17.80 18.00 18.20
213 m/z 55.10 67.29%
. | L 143157171185, o
m/z--> 'éblllﬁb” I60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
60 73
43
17.60 17.80 18.00 18.20
5000 29 m/z 43.10 67.12%
129
“ T7 1115 ‘ 71 214
S O 0 O s T T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid
43 60 73 17.60 17.80 18.00 18.20
m/z 41.10 60.65%
5000 29 129
185 208
143, __171
| ‘\M\H N il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018222.D

Aca On : 16 Dec 2018 12:24

Operator : JU/SJ

3?22 le J6377-13 P001-SD005-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.86 2.74 ng 256705 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 Methoxvacetic acid. heptadecvl e... 328 C20H4003 1000282-99-1 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 81
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 81
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 81
Abundance Scan 3056 (20.862 min): BM018222.D (-3052) (-) m/z 57.05 100.00%
57
83
5000
111
139141183 20.60 20.80 21.00 21.20
ol d B LI 0100, 222 266 295 S 415 | hz7 71.10 69.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43 g7
69
5000
20.60 20.80 21.00 21.20
125 m/z 43.10 67.01%
o5 || | | /154 182 210 238 266
m/z--> §o 160 1%0 260 2%0 360 3éo 460
Abundance #131829: Methoxyacetic acid, heptadecy! ester
i ot HERRULA R PN SUNI S
20.60 20.80 21.00 21.20
5000 m/z 69.10 63.18%
29
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43 20.60 20.80 21.00 21.20
m/z 55.05 61.28%
69
5000 97
o L)L 12 169 195 224 252
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 20.I60 20.80 21.00 21.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018222.D

Aca On : 16 Dec 2018 12:24

Operator : JU/SJ

3?22 le J6377-13 P001-SD005-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonadecane, 9-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.65 4.26 ng 328230 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3360 (22.650 min): BM018222.D (-3356) (-) m/z 57.10 100.00%
g7
85
5000
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—
141 169 211 22.40 22.60 22.80 23.00
- l,J' ||, L pm, S 20207 848 401430 | nzo 71,10 76.71%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #107661: Nonadecane, 9-methyl-
57
85
5000 LRI AN UL SN B
2240 22.60 22.80 23.00
140 m/z 85.10 63.97%
113 168
o h i d 211 238 267
m'z--> 0 50 1éo 200 250 300 350 400
Abundance #91036: Octadecane
57
2240 2260 22.80 23.00
5000 85 m/z 43.10 52.08%
29
ol L g ) 1113191 160 197 225 254
m'z--> 0 50 100 1éo 200 250 300 350 400
Abundance #167078: Tetratriacontane N B E S S
57 22.40 22.60 22.80 23.00
m/z 55.05 22.40%
5000 85
29 113
o VLT 14t 169 197 205 253 281 311337 367 410435
m'z--> 0 % 100 ﬁo ﬁ 250 300 350 400 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121618\

Data File : BM018222.D

Acq On : 16 Dec 2018 12:24

Operator : JU/SJ

3?22 le J6377-13 P001-SD005-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.69 2.4 ng 100826 1 7.50 826106 20.0
unknown7 .04 7.04 85.0 ng 3511590 1 7.50 826106 20.0
n-Hexadecanoic acid 17.83 3.2 ng 270761 4 16.92 1706310 20.0
1-Nonadecene 20.86 2.7 ng 256705 5 21.14 1875710 20.0
Nonadecane, 9-met... 22.65 4.3 ng 328230 6 23.30 1539640 20.0
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