LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019152.D

Aca On : 13 Mar 2019 18:53

Operator : JU/SJ

Sample : K1861-03

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 M\METHODS\8270-BM031119.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 5.257 380 386 401 rBVY 3561280 5296491 31.80% 6.476%
2 6.840 648 655 676 rBY 4010791 6508853 39.07% 7.959%
3 7.192 708 715 728 rBVY 4006553 6233894 37.42% 7.623%
4 7.657 787 794 804 rBV 721787 1154339 6.93% 1.411%
5 7.975 840 848 861 rBY 2566603 4096337 24.59% 5.009%

8.828 985 993 1012 rBV 2147412 3684345 22.12% 4 _505%
10.445 1261 1268 1287 rBVY 947441 1692230 10.16% 2.069%
12.927 1683 1690 1711 rBV 6286644 9283424 55.73% 11.351%
13.780 1829 1835 1846 rBV 323019 538075 3.23% 0.658%
14.310 1919 1925 1941 rBV2 1683013 2641647 15.86% 3.230%

=
QO ~NO®

11 15.815 2173 2181 2202 rBV 6457529 9646612 57.91% 11.796%
12 17.068 2387 2394 2415 rBV 2191878 3344433 20.08% 4._.089%
13 17.956 2539 2545 2557 rBV 453409 765844 4._.60% 0.936%
14 19.703 2836 2842 2856 rBV 13236398 16657589 100.00% 20.368%
15 20.962 3052 3056 3069 rBV 1459522 1824794 10.95% 2.231%

16 21.262 3102 3107 3118 rBV 2959556 3930623 23.60% 4._.806%
17 21.833 3201 3204 3206 rBV 152987 186752 1.12% 0.228%
18 22.291 3279 3282 3287 rVB 157333 198410 1.19% 0.243%
19 22.786 3364 3366 3371 rVB 169626 221017 1.33% 0.270%
20 23.503 3481 3488 3503 rVB 1668522 3313377 19.89% 4_.051%

21 24.091 3583 3588 3599 rvVB2 283829 563026 3.38% 0.688%

Sum of corrected areas: 81782112

8270-BM031119.M Thu Mar 14 17:46:05 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019152.D

Aca On : 13 Mar 2019 18:53

Operator : JU/SJ

Sample : K1861-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM019152.D
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19,70
1.2e+07

1e+07

8000000

12.93 15.82
6000000

4000000

17.07
2000000 14.31

13.78 A 17.96

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019152.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019152.D

Aca On : 13 Mar 2019 18:53

Operator : JU/SJ

Sample : K1861-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.19 Concentration Rank 1

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

7.19 108.01 ng 6233890 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 715 (7.192 min): BM019152.D (-708) (-) m/z 132.00 100.00%
132
5000 68
40 54 % 6.80 7.00 7.20 7.40 7.60
0 8 ue A9 m/z 68.10  50.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I UL I
6.80 7.00 7.20 7.40 7.60
31 51 m/z 134.00 33.15%
0 [ L B SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 31.43%
15 28 39 52 O 77 90 104y |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine R
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.32%
5000
33 44 o 105 ‘
0 ”'I'”MI'NRQMJ”%{'”hjh”l"“I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019152.D

Aca On : 13 Mar 2019 18:53

Operator : JU/SJ

Sample : K1861-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
17.96 4_.58 ng 765844 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2546 (17.962 min): BM019152.D (-2539) (-) m/z 73.00 100.00%
73
43
5000
129
97 213 T T T
I US| 14gt87TI80 o0 o0 256 17.60 17.80 18.00 18.20
Obrrr—rrith m/z 60.00 74 .15%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
48 73
5000 29 DU B U R
17. 60 17. 80 18. oo 18.20
o7 129 256 m/z 43.05 60.34%
. 15 | 1431571711851 99713507
m/z--> "lelhblleo 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73
43 51 17.60 17.80 18.00 18.20
5000 m/z 57.10 53.30%
129
29 115 171 214
5 T | s | 185,
ok SII‘IHI‘I\HMIM Ill‘” ||||‘|‘||‘|‘|||‘|‘|| TR TS R N N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid B e AR
43 5 73 17.60 17.80 18.00 18.20
m/z 55.05 50.93%
129
5000 29
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019152.D

Aca On : 13 Mar 2019 18:53

Operator : JU/SJ

Sample : K1861-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.96 9.29 ng 1824790 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 87
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 87
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 83
Abundance Scan 3056 (20.962 min): BM019152.D (-3052) (-) m/z 83.05 100.00%
57
5000 111 K
139 20.60 20.80 21.00 21.20
- b AT 168 196 224 250 280 507355 401429 | ps7 69 10 98.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 RUAUUNA AR
29 11 20.60 20.80 21.00 21.20
m/z 57.05 94 .93%
0 1|| L l 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69 DU LA &
97 20.60 20.80 21.00 21.20
5000 m/z 55.10 84 .45%
21
oA 11 | (1% 1m 2470 5o
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester B e I
43 20.60 20.80 21.00 21.20
69 m/z 97.10 82 .48%
97
5000
125
0! J‘ Ji Hl L153 196 224
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019152.D

Aca On : 13 Mar 2019 18:53

Operator : JU/SJ

Sample : K1861-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .09 3.40 ng 563026 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
4 1-Triacontanol 438 C30H620 000593-50-0 81
5 1-Docosene 308 C22H44 001599-67-3 74
Abundance Scan 3588 (24.091 min): BM019152.D (-3583) (-) m/z 83.05 100.00%
7,83 ﬂ
5000
HRISR R BN SUNN B
167 195221 282 23.80 24.00 24.20 24.40
ol Ak 196441 251 313341 399 431 476503 /7 B7.10 96170
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168066: 17-Pentatriacontene
43
5000 LR B BRI SULRL UL
Bmmmmmmm
MJ 111 m/z 69.05 93.11%
0 | (139167106 224 267292 321 462 490
m/z--> § 160 1éo 260 250 300 350 460 4éo 560
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
6 | 23.80 24.00 24.20 24.40
5000 m/z 97.05 89.52%
97
o | } f?5154183 224 252
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4éo 560
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 23.80 24.00 24.20 24.40
69 m/z 55.10 76.09%
97
5000
125
0 J‘ J | J | M L 115L3 196 224
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4éo 560 2380 2400 2420 2440
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO031319\
Data File : BM019152.D

Acq On : 13 Mar 2019 18:53

Operator : JU/SJ

Sample : K1861-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .19 7.19 108.0 ng 6233890 1 7.66 1154340 20.0
n-Hexadecanoic acid 17.96 4.6 ng 765844 4 17.07 3344430 20.0
3-Eicosene, (E)- 20.96 9.3 ng 1824790 5 21.26 3930620 20.0
17-Pentatriacontene 24 .09 3.4 ng 563026 6 23.50 3313380 20.0
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