LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022489.D

Aca On : 01 Sep 2019 22:30

Operator : HP/JU

Sample : K4555-22

Misc :

ALS Vial : 16 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-BM082919 .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

5.128 359 364 380 rBV 110941 180751 10.74% 3.314%
6.710 628 633 644 rBvV 59062 115890 6.88% 2.125%
rBB 226636 384258 22.82% 7.045%
7.504 763 768 776 rBB 46545 68750 4.08% 1.260%
7.810 815 820 831 rBB 211353 348564 20.70% 6.390%
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8.681 962 968 986 rBV 121335 259894 15.44% 4._.765%
10.286 1235 1241 1255 rBV 34896 77442 4.60% 1.420%
12.775 1657 1664 1681 rBVY 353464 611447 36.32% 11.210%
14.174 1897 1902 1913 rBB 69281 111619 6.63% 2.046%
14.292 1917 1922 1934 rBV4 30023 97964 5.82% 1.796%

=
QO ~NO®

11 15.680 2153 2158 2172 rBV 467922 685899 40.74% 12.574%
12 16.939 2367 2372 2384 rBV2 87972 143900 8.55% 2.638%

13 17.833 2519 2524 2531 rBV 18697 28009 1.66% 0.513%
14 19.121 2740 2743 2753 rBV2 12400 21927 1.30% 0.402%
15 19.580 2816 2821 2834 rBV 1479978 1683518 100.00% 30.864%
16 20.850 3032 3037 3047 rVB5 30538 53490 3.18% 0.981%
17 21.156 3084 3089 3097 rBV 181332 266378 15.82% 4._.883%
18 23.156 3427 3429 3435 rVB4 17999 27321 1.62% 0.501%

19 23.339 3455 3460 3471 rVB 138297 287680 17.09% 5.274%

Sum of corrected areas: 5454701

8270-BM082919.M Tue Sep 03 18:16:43 2019 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090119\
BM022489.D

01 Sep 2019 22:30

HP/JU

K4555-22

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BM022489.D

7.04 7.81

5.13 8.68

6.71 7.50

10.29

O
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 8.00

8.50

9.00

9.50

T T
10.00 10.50 11.00 11.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BM022489.D

15.68

16.94
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AN,
T T

1958

17.83

N
1T

19.12

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
1400000

1200000

1000000

800000

600000

400000

TIC: BM022489.D

200000

0

21.16

20.85

23.34
23.1

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\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022489.D

Aca On : 01 Sep 2019 22:30

Operator : HP/JU

Sample = K4555-22

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 unknown7.04 Concentration Rank 1

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

7.04 111.78 ng 384258 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 18
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 14
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14

Abundance Scan 689 (7.040 min): BM022489.D (-684) (-) m/z 132.00 100.00%
132
5000 68 /\¥»
40 LB R R AL RS
54 75 96 103 6.80 7.00 7.0 7.40
e LA SHM 88 L h7z 68.00  44.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14505: 1H-Benzimidazole, 2-methyl- /\
132
5000 U UL UL R

6.80 7.00 7.20 7.40
m/z 66.00 41.33%

i 1
...,....,..37,...!',....il!... |II!.,...u,....!n!...,.!-..,..l.l?,....,I...,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 — R
104 6.80 7.00 7.20 7.40
5000 m/z 134.00 33.05%
31 54 51 &
SN RS | T PR NN | NN 1 M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- L
56 132 680 700 720 740
m/z 69.00 24 .31%
5000
27 64
T P e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022489.D

Aca On : 01 Sep 2019 22:30

Operator : HP/JU

Sample = K4555-22

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 3 Benzoic acid, 2,4-dichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.29 17.55 ng 97964 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4-dichloro- 190 C7H4C1202 000050-84-0 98
2 Benzoic acid. 2.6-dichloro- 190 C7H4C1202 000050-30-6 94
3 Benzoic acid. 3.4-dichloro- 190 C7H4C1202 000051-44-5 76
4 Benzoic acid. 2.3-dichloro- 190 C7H4CI1202 000050-45-3 76
5 3,5-Dichlorobenzoic acid 190 C7H4CI1202 000051-36-5 64
Abundance Scan 1922 (14.292 min): BM022489.D (-1917) (-) m/z 172.90 100.00%
173
190
5000 74
45 109 145 R
63 || 84 o | || 162 14.00 14.20 14.40 14.60
R e N e m/z 174.90 72 .10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53354: Benzoic acid, 2,4-dichloro-

173

:7

14,00 14.20 14.40 14.60
m/z 189.90 59.18%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53348: Benzoic acid, 2,6-dichloro-

=
W

14.00 14.20 14.40 14.60

5000 s 190 m/z 74.00 46.53%
37 50 109 145
63
SECA D 00 S (3 1
m/z--> 20 40 60 80 100 120 140 160 180 200 n
Abundance #53359: Benzoic acid, 3,4-dichloro- R Eamamanns - e
173 190 14.00 14.20 14.40 14.60
m/z 191.90 42.69%
5000 145
50 74 109
18 37 50 63 | 84 99 | 119 133 ‘156 - h
SN S NN PN e SR | 1 S B || S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022489.D

Aca On : 01 Sep 2019 22:30

Operator : HP/JU

Sample = K4555-22

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.83 3.89 ng 28009 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2523 (17.827 min): BM022489.D (-2519) (-) m/z 73.00 100.00%
4 7B
55
5000 213
129
|| ks 98 185 256 17.60 17.80 18.00 18.20
PRMNBE S ). S OSSNy NSNS MNBSMSSMISE M m/z 41.10 91.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73
5000{ 29 U B SURRURE SN SR
17.60 17.80 18.00 18.20
129 m/z 43.10 84 .64%
85 256
8 115 | 143157171185 199 213 227939

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #84453: Tetradecanoic acid
60 78 |
43 B L s S
17.60 17.80 18.00 18.20
5000 129 m/z 55.10 78.72%
29 185 228
8 115 | 143 171 ‘
A AL M\ R L oy |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid A o A R
43 60 73 17.60 17.80 18.00 18.20
m/z 60.00 78.10%
29
5000
129 242
8 115 ‘ 143 185 199
R I S B | N
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\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022489.D

Aca On : 01 Sep 2019 22:30

Operator : HP/JU

Sample = K4555-22

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.85 4.02 ng 53490 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 95
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3037 (20.850 min): BM022489.D (-3032) (-) m/z 43.00 100.00%

48 | 69

5000

20.60 20.80 21.00 21.20
m/z 55.00 97 .29%

R RAREamanty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #197885: Trichloroacetic acid, pentadecy! ester

43

83

5000
20.60 20.80 21.00 21.20

m/z 57.10 93.69%

13956 182 210
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #207396: Bromoacetic acid, octadecyl ester
43
69
97 20.60 20.80 21.00 21.20
5000 m/z 69.10 87.03%
121
250
A s oz 20 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 s B
57 83 20.60 20.80 21.00 21.20
m/z 83.10 80.19%
111
5000 4
139
19 h | ‘ L 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
Data File : BM022489.D

Acq On : 01 Sep 2019 22:30

Operator : HP/JU

Sample - K4555-22

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_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]
unknown? .04 7.04 111.8 ng 384258 1 7.50 68750 20.0
Benzoic acid, 2,4... 14.29 17.6 ng 97964 3 14.17 111619 20.0
n-Hexadecanoic acid 17.83 3.9 ng 28009 4 16.94 143900 20.0
Trichloroacetic a... 20.85 4.0 ng 53490 5 21.16 266378 20.0
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