LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\

Data File : BM0O18370.D

Aca On - 21 Dec 2018 23:05 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

a?ggle : J6499-01 i

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-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 4.675 299 304 315 rVB 96367 143139 3.29% 0.373%
2 5.128 374 381 390 rBVY 2392116 3361707 77.23% 8.769%
3 6.704 641 649 662 rBY 2342386 3906788 89.75% 10.191%
4 6.804 662 666 672 rVvB4 25065 45810 1.05% 0.119%
5 7.028 697 704 720 rBVY 2456325 3830876 88.01% 9.993%
6 7.481 775 781 788 rBV 521135 801316 18.41% 2.090%
7 7.792 826 834 845 rVB 1685547 2687082 61.73% 7 .009%
8 8.645 971 979 994 rBVY 1311029 2236076 51.37% 5.833%
9 10.251 1244 1252 1267 rBV 621548 1075922 24.72% 2.807%
10 12.751 1670 1677 1687 rBVY 3048205 4352900 100.00% 11.355%

11 13.616 1818 1824 1832 rBV 274501 427105 9.81% 1.114%
12 14.045 1891 1897 1903 rBv4 23511 43905 1.01% 0.115%
13 14.145 1908 1914 1922 rVvV2 893010 1327707 30.50% 3.463%
14 15.662 2165 2172 2180 rBV 2155883 3154014 72.46% 8.227%
15 15.880 2204 2209 2216 rBv4 28624 64368 1.48% 0.168%

16 16.909 2379 2384 2389 rBvV 954939 1396881 32.09% 3.644%
17 16.956 2389 2392 2397 rVB 132006 185945 4.27% 0.485%

18 17.051 2404 2408 2412 rBV 45132 58579 1.35% 0.153%
19 17.827 2535 2540 2549 rVB3 147978 231283 5.31% 0.603%
20 17.986 2563 2567 2572 rBvV4 40141 66338 1.52% 0.173%

21 18.986 2732 2737 2744 rBV 452264 674361 15.49% 1.759%
22 19.356 2792 2800 2803 rBV 386586 627682 14.42% 1.637%
23 19.568 2831 2836 2841 rBV 3419421 4176689 95.95% 10.895%
24 20.386 2972 2975 2979 rVB 117831 123796 2.84% 0.323%
25 20.850 3051 3054 3064 rBV3 331585 433652 9.96% 1.131%

26 21.139 3097 3103 3107 rBV3 1080906 1690395 38.83% 4._.409%
27 23.303 3466 3471 3477 rBV 713956 1211375 27.83% 3.160%

Sum of corrected areas: 38335691
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
BMO18370.D

21 Dec 2018 23:05

Ju/sJ

J6499-01

10 Sample Multiplier: 1
: Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518.M

le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

Abundance
3500000

3000000:

2500000

2000000

1500000

1000000

500000

TIC: BM018370.D

5.13 6.70 7.03

7.79

748 10.25

4.67

0
Time--> 3.

550 6.00 650 7.00 750 800 8 50 9.00 o 50 10. OO 10. 50 11.00 11.50

OO 350 400 450 5.00

Abundance
3500000

3000000:

2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: BM018370.D
1957

12.75

15.66

14.14 16.91

18.99 19.36

20.39
A

15.88

_'_'_l_V—V_V_V_l_'_V
12.00 12.50 13.00 13. 50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
3500000

3000000:

2500000

2000000

1500000

1000000

500000

0~

TIC: BM018370.D

21.14 23.30

20.85

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\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018370.D

Aca On : 21 Dec 2018 23:05

Operator : JU/SJ

Sample : J6499-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.67 3.57 ng 143139 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 50
3 3-Pentanol 88 C5H120 000584-02-1 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 28
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 28

Abundance Scan 303 (4.669 min): BM018370.D (-299) (-) m/z 43.05 100.00%
43
59
5000
101
83 440 4.60 4.80 5.00
o‘ﬁﬁﬁ-«#ﬂ...'!-|,....,-....-,....,....,....,....,....,2.97.. m/z 59.10 75.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR L LU S
4.40 4.60 4.80 5.00
59 m/z 101.00 33.42%
27 70 83 101
L L I I S WL S B SIS A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43 59
440 460 480 500
5000{ 18 m/z 58.00 18.92%
1
0"”“'w“ﬂ*'“i"“l"“l"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2065: 3-Pentanol
59 440 4.60 4.80 5.00
m/z 41.05 11.30%
31
5000
0% "'l'JM"wﬁﬁ"ﬂi'?q'l ?7"|" DU N P SR B B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018370.D

Aca On : 21 Dec 2018 23:05

Operator : JU/SJ

Sample : J6499-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_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 2 unknown7.03 Concentration Rank 1

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

7.03 95.61 ng 3830880 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 704 (7.028 min): BM018370.D (-697) (-) m/z 132.00 100.00%
32
5000 68
40 ? 103 6.60 6.80 7.00 7.20 7.40
o..,....,....,...!,".'.‘.‘?" o3 .,..':-.,..?‘.7,..I.,.'!~..,.1.1.5.,....,'...,... m/z 68.10 48.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 o NSRS NRARS RS RARAR R
6.60 6.80 7.00 7.20 7.40
21 70 m/z 66.10 34 .33%
. 4451 60 | 77 g5 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 32 .55%
o 15 28 3 82 S 77 90 104 ;5 |
iz 1 % 30 4o B 7o b o0 100 110 130 130 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine e
132 6.60 6.80 7.00 7.20 7.40
69 m/z 69.10 21.91%
104
5000
78
31 5 ‘
O e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018370.D

Aca On : 21 Dec 2018 23:05

Operator : JU/SJ

Sample : J6499-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.83 3.31 ng 231283 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 50

Abundance Scan 2541 (17.833 min): BM018370.D (-2535) (-) m/z 73.00 100.00%

5000 129

213

157171185 oo | 227 256 ,gq 17.60 17.80 18.00 18.20

143

01 m/z 60.00 71.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73
43 57
5000
129 17.60 17.80 18.00 18.20
29 1 ‘ . 115 171 214 m/z 41.05 66.75%
01 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
R e I N R
60 17.60 17.80 18.00 18.20
5000 m/z 55.00 66.25%
83
0 LA S s P rasisniesionizaar o0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R B R B
73 17.60 17.80 18.00 18.20
43 m/z 43.05 53.94%
5
5000 129
‘ 185 228
115
01MS | 14357171 ‘
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\BM122118\
Data File : BM018370.D

Aca On : 21 Dec 2018 23:05

Operator : JU/SJ

Sample : J6499-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.85 5.13 ng 433652 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 1-Octadecene 252 C18H36 000112-88-9 94
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 74
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 70
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 70
Abundance Scan 3054 (20.850 min): BM018370.D (-3051) (-) m/z 57.10 100.00%
57
5000
[ 26 " 20.60 20.80 21.00 21.20
155177 : : : :
ol J | L2550 208 | 202 283 313 seoars o0 6T g 6
m/z--> 50 150 200 250 300 350 400
Abundance #72491: Cyclohexadecane
56 83
5000 LR SRR BRI SUBULE IR
29 111 20.60 20.80 21.00 21.20
m/z 71.10 75.03%
0 | | 119 207 100 2
m/z--> 50 100 150 200 250 300 350 400
Abundance #89783: 1-Octadecene
57
83 RIS SR SR R
20.60 20.80 21.00 21.20
5000 m/z 69.10 66 .58%
29 111
Otwdwwmmmm Mwwﬁwwm
m/z--> 50 100 150 200 250 300 350 400
Abundance #93396: Ethanol, 2-(tetradecyloxy)- L L
57 20.60 20.80 21.00 21.20

m/z 55.10 64 .56%

83
5000
29 111

I J L139 168 196 227 258

IIIII ]“IIIII T T IIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 20. 60 20 80 21. OO 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
Data File : BM018370.D

Acq On : 21 Dec 2018 23:05

Operator : JU/SJ

Sample - J6499-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_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]
2-Pentanone, 4-hy... 4._67 3.6 ng 143139 1 7.48 801316 20.0
unknown7 .03 7.03 95.6 ng 3830880 1 7.48 801316 20.0
Tridecanoic acid 17.83 3.3 ng 231283 4 16.91 1396880 20.0
Cyclohexadecane 20.85 5.1 ng 433652 5 21.14 1690400 20.0
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