LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO51119\
Data File : BM020277.D
Aca On : 11 May 2019 17:55 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2765-07 P026-SS003-1824-01
ALS Vial : 11 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-BM043019 .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 5.351 396 402 410 rBVY 1049080 1536113 52.67% 8.567%
2 6.934 664 671 682 rBV 995271 1592192 54.59% 8.880%
3 7.298 726 733 747 rBVY 1037821 1678229 57.54% 9.360%
4 7.769 806 813 819 rBV 191868 309583 10.61% 1.727%
5 8.081 859 866 876 rBV 722136 1208983 41.45% 6.743%

8.934 1003 1011 1026 rBV 551752 965034 33.09% 5.382%
10.563 1280 1288 1300 rBV 198897 359616 12.33% 2.006%
13.027 1701 1707 1730 rBV 1179189 1838184 63.02% 10.252%
13.869 1845 1850 1858 rBV 169306 239583 8.21% 1.336%
14.416 1936 1943 1954 rBV2 308299 469146 16.08% 2.617%

=
QO ~NO®

11 15.904 2190 2196 2215 rBV 1092827 1641113 56.27% 9.153%
12 17.162 2404 2410 2421 rBV2 402053 602940 20.67% 3.363%
13 18.045 2555 2560 2577 rBV 137114 226530 7.77% 1.263%
14 19.327 2774 2778 2783 rBV3 33116 44836 1.54% 0.250%
15 19.786 2851 2856 2867 rBV 2276401 2916753 100.00% 16.268%

16 21.045 3066 3070 3079 rBvV 247480 325128 11.15% 1.813%
17 21.350 3117 3122 3131 rBV 617061 825319 28.30% 4.603%

18 22.521 3317 3321 3327 rVB 186150 251686 8.63% 1.404%
19 23.638 3505 3511 3525 rVB 438133 898814 30.82% 5.013%

Sum of corrected areas: 17929782
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO051119\

BM020277.D

11 May 2019 17:55

JussJ

K2765-07

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

P026-SS003-1824-01

Abundance

2000000

1500000

1000000

500000

|

TIC: BM020277.D

5.35 6.93 7.30

8.08
8.93

7.77

10.56

O
Time--> 3.00

3.50 4.00 4.50

I I
5.00 5.50

I I I I
6.00 650 7.00 750 800 850 9.00

9.50

T
10.00 10.50 11.00 11.50

Abundance

2000000

1500000

1000000

500000

TIC: BM020277.D

13.03
15.90

17.16
14.42

13.87 18.04

19.33

1979

O
Time-->

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

2000000

1500000

1000000

TIC: BM020277.D

500000

0

21.35

21.04

22.52

23.64

M

A

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 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\BMO051119\

Data File : BM020277.D

Aca On : 11 May 2019 17:55

Operator : JU/SJ

3?22 le K2765-07 P026-55003-1824-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown7.30 Concentration Rank 1

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

7.30 108.42 ng 1678230 1,4-Dichlorobenzene-d4 7.77
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 733 (7.298 min): BM020277.D (-726) (-) m/z 132.00 100.00%
32
68
5000
0 sl T g T "I 75 7w 7k
Obrr e o T 1] PR S N = | N m/z 68.10 54.09%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.00 7.20 7.40 7.60
31 70 m/z 66.00 35.88%
. 4451 €0 | 77 g5 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 o 700 7.20 7.40 7.60
5000 m/z 134.00 32.65%
78
31 49 ‘
O b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R ma mm ma
132 7.00 7.20 7.40 7.60
m/z 69.10 23.74%
5000
)15 28 39 52 O 77 90 104 4 |
m/z--> 10 20 §0 40 55 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020277.D

Aca On : 11 May 2019 17:55

Operator : JU/SJ

3?22 le K2765-07 P026-55003-1824-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.04 7.51 ng 226530 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 38
Abundance Scan 2559 (18.039 min): BM020277.D (-2555) (-) m/z 72.95 100.00%
7B
43
5000 >
129
97 213 Trr e | rrr [ rrrrrrr
15 | 143157171185199 | 2o7 256 g9 17.80 18.00 18.20 18.40
0 m/z 60.00 74.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
ile] 73
5
5000 29 L SRR BRI B U
17.80 18.00 18.20 18.40
o7 129 256 m/z 43.10 56.12%
ol Ll 15 | 143157171185199° 13 207
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 oo B
17.80 18.00 18.20 18.40
5000 29 m/z 41.10 55.75%
0 "I"""I‘;"'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43 78 17.80 18.00 18.20 18.40
_ m/z 55.00 53.43%
5000 29 129
87 115 185
. o1 143,171 | 149 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020277.D

Aca On : 11 May 2019 17:55

Operator : JU/SJ

3?22 le K2765-07 P026-55003-1824-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 4 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.04 7.88 ng 325128 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 92
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Isoheptadecanol 256 C17H360 057289-07-3 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 90
5 Cyclohexadecane 224 C16H32 000295-65-8 87
Abundance Scan 3069 (21.039 min): BM020277.D (-3066) (-) m/z 83.05 100.00%

57

5000

|

139 167 189207 20.80 21.00 21.20 21.40
o’ m/z 69.10 95.72%

m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43 9
69

5000
20 80 21.00 21.20 21.40
125 m/z 57.10 89.05%
oL, 2 | 154 182 210 238 266
- T T T T I T T T T I T T T T I T T T T I T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43
69 20 80 21.00 21.20 21.40
5000 o7 m/z 55.10 86 .55%
0 L) 150169 195 224 22
e o B e —
m/z--> 50 100 150 200 250 300 350
Abundance #92322: Isoheptadecanol S e At e e
57 83 20. 80 21. 00 21. 20 21. 40

m/z 97.00 85.53%
5000
1.

111
} l \139 182 2}0 238
oD 1N WO S N W N —
T T T T T T

m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020277.D

Aca On : 11 May 2019 17:55

Operator : JU/SJ

3?22 le K2765-07 P026-55003-1824-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 5 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.52 5.60 ng 251686 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 83
3 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 72
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 64
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 53
Abundance Scan 3321 (22.521 min): BM020277.D (-3317) (-) m/z 69.05 100.00%
60
5000 “
A5 g3 22.20 22.40 22.60 22.80
207 : : : :
ob e 0, 176 207231 266 205 327356 429 | i gy 05 45710
mz-> 0 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
60
5000 BBV RARER
2220 22.40 22.60 22.80
41 95 m/z 41.10 14 ._.70%
0 L 1 163 191 217 245 273 299 341367 410
mz-> 0 50 160 150 200 250 300 350 400
Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
22.20 22.40 22.60 22.80
5000 a m/z 68.10 11.69%
9 137
ol 15 b u ] [ L] 261191 231 273 209 341367 410
mz-> 0 50 160 150 260 250 300 350 400
Abundance #57897: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile
69 22.20 22.40 22.60 22.80
m/z 67.05 11.28%
5000
41 108 135
ol 15 4 ] | | 161188
mz-> 0 50 ﬁo 150 200 250 300 350 400 2220 22.40 22,60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051119\

Data File : BM020277.D

Acq On : 11 May 2019 17:55

Operator : JU/SJ

3?22 le K2765-07 P026-SS003-1824-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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]
unknown? .30 7.30 108.4 ng 1678230 1 7.77 309583 20.0
n-Hexadecanoic acid 18.04 7.5 ng 226530 4 17.16 602940 20.0
1-Nonadecene 21.04 7.9 ng 325128 5 21.35 825319 20.0
Squalene 22.52 5.6 ng 251686 6 23.64 898314 20.0
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