LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035513.D

Aca On 29 Jun 2018 14:17

Operator : JU/SJ

Sample : J3745-02

Misc :

ALS Vial : 8 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 G\METHODS\8270-BG060718 .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

5.176 314 321 329 rBV 47104 76499 2.76% 0.582%
5.640 393 400 411 rVB 551430 868432 31.33% 6.610%
rBv 588720 1028511 37.11% 7.828%
7.596 725 733 742 rBV 539638 927788 33.47% 7.062%
8.060 805 812 819 rBV 98283 168243 6.07% 1.281%
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8.389 859 868 875 rBvV 358719 634550 22.89% 4 _830%
9.223 1002 1010 1021 rVB 339240 599855 21.64% 4 _.566%
10.868 1282 1290 1297 rBV 130078 234151 8.45% 1.782%
13.306 1698 1705 1720 rBV 954718 1492567 53.85% 11.360%
14.128 1838 1845 1854 rBV 180292 268083 9.67% 2.040%

=
QO ~NO®

11 14.680 1933 1939 1946 rVB2 244284 391397 14.12% 2.979%
12 16.167 2184 2192 2209 rBV 978506 1492656 53.85% 11.361%

13 16.378 2223 2228 2236 rBV2 16895 29118 1.05% 0.222%
14 17.424 2400 2406 2413 rBV2 383694 586678 21.17% 4._.465%
15 18.305 2552 2556 2567 rBV2 53258 83688 3.02% 0.637%

16 20.032 2842 2850 2859 rBV 2028095 2771844 100.00% 21.097%
17 21.324 3065 3070 3078 rBV2 79383 133303 4._.81% 1.015%
18 21.689 3126 3132 3139 rBV2 422751 701958 25.32% 5.343%
19 24.919 3671 3682 3691 rBvV2 229159 649003 23.41% 4.940%

Sum of corrected areas: 13138324
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035513.D

Aca On 29 Jun 2018 14:17

Operator : JU/SJ

Sample : J3745-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG035513.D
2000000

1500000

1000000

5.64 7.23 760

500000
8.39 9.22

10.87
5.18 8.06

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 12.50

Abundance TIC: BG035513.D
2000000 20,03

1500000

1000000{ 13.31 16.17

500000 17.42 21.69

1413 14.68
21.32

16.38 18.30
O L B L B L B o B B N BN B i B e s e s s s o

Time--> 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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG035513.D
2000000

1500000

1000000

500000
24.92

O AR R L L RN R ARmE T L L AR

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035513.D

Aca On 29 Jun 2018 14:17

Operator : JU/SJ

Sample : J3745-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 9.09 ng 76499 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Propanoic acid. 3-nitro-. methvl... 133 C4H7NO4 020497-95-4 12
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 10

Abundance Scan 322 (5.181 min): BG035513.D (-314) (-) m/z 43.15 100.00%
431
59.1
5000
101.2
480 5.00 5.20 5.40 5.60
83.2
et NS W7o A8 sz 59,15  58.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 GRS RN RN R R
480 5.00 5.20 5.40 5.60
59.0 m/z 101.15 26.07%
27.0 ‘ ‘ 83.0 10:‘['0
Al LU L L L
miz--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.10 13.20%
101.0
15.0 58.0
84.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 480 5.00 5.20 5.40 5.60
m/z 41.15 8.06%
5000 101.0
27.0 42.0 116.0
""lﬂm'wh"”i”"?+9"w"'|"”|""|”"|""
m/z--> 20 40 60 80 100 120 140 160 180 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035513.D

Aca On 29 Jun 2018 14:17

Operator : JU/SJ

Sample : J3745-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 2 unknown7.60 Concentration Rank 1

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

7.60 110.29 ng 927788 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 734 (7.602 min): BG035513.D (-725) (-) m/z 132.15 100.00%
13p.2
5000 68.2
01 sa1 || g, ™ 250 7 7o 780 8bo
e e S22 e b | m/Zz 68.15 49.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 AL BB S R
7.20 7.40 7.60 7.80 8.00
70.0 m/z 134.15 32.63%
310 a0 . 860
| | | ! | . . 116.0 !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 32.33%
69.0
57.0
390 89.0 103.0
115.0
mﬁmﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.07%
5000
150 280 390 520 30 770 900 1040 .., ||
m/z--> 10 20 §0 Jo 50 60 70 80 90 100 110 120 130 140 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035513.D

Aca On 29 Jun 2018 14:17

Operator : JU/SJ

Sample : J3745-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

18.30 2.85 ng 83688 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
2 Tridecanoic acid 214 C13H2602 000638-53-9 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52

Abundance Scan 2555 (18.299 min): BG035513.D (-2552) (-) m/z 73.15 100.00%

74.2

5000

129.2
213.3

157.2 1853 18.00 18.20 18.40 18.60

m/z 60.15 T74.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0
83.0 18.00 18.20 18.40 18.60
‘ - 60 | M/z 57.10 64.24%
il

157.0 1850 213.0

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

Abundance
430 30
R R EREEER RS
18.00 18.20 18.40 18.60
5000 m/z 43.10 60.75%
o0 129.0 1710 214.0
’ 152.0 195.0
I B o o e e o B R  E  E EARREEEEE s as
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.10 54.79%
5000 1290
185.0 228.0
97.0
\ I 1660 |
m/z--> 20 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035513.D

Aca On 29 Jun 2018 14:17

Operator : JU/SJ

Sample : J3745-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3-Chloropropionic acid, hep... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 3.80 ng 133303 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
3 n-Heptadecanol-1 256 C17H360 001454-85-9 87
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 74
5 n-Tetracosanol-1 354 C24H500 000506-51-4 68
Abundance Scan 3069 (21.318 min): BG035513.D (-3065) (-) m/z 57.20 100.00%
51.2 197.2
2000 \LﬂNﬁMﬁ#fMﬂﬁm/\W\WNMMMMMWVW
1613 2152 2671 21.00 21.20 21.40 21.60
ﬂrrrMJ .F"mhn. N Amanana s S m/z 83.20 99.95%
m/z--> 50 100 150 250 300 350 400
Abundance #181286: 3- Chloroproplonlc acid, heptadecy! ester
51
5000 L UL SN SRR AR
21,00 21.20 21.40 21.60
m/z 55.15 99.66%
260, H‘ 19901710 2100 2500
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 R AU AN BN B
21.00 21.20 21.40 21.60
5000 m/z 69.15 99.50%
169.0
26,0 1380 2100 550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #107662: n-Heptadecanol-1 e B
55.0 21.00 21.20 21.40 21.60
97.0 m/z 43.15 93.79%
5000
196‘ b 1 ‘ \ 1 | A H390 210.0
mz> 80 100 1% 200 2% %00 a%o o 21,00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062918\
Data File : BG035513.D

Acq On 29 Jun 2018 14:17

Operator : JU/SJ

Sample - J3745-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
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]
2-Pentanone, 4-hy... 5.18 9.1 ng 76499 1 8.06 168243 20.0
unknown? .60 7.60 110.3 ng 927788 1 8.06 168243 20.0
n-Hexadecanoic acid 18.30 2.9 ng 83688 4 17.42 586678 20.0
3-Chloropropionic... 21.32 3.8 ng 133303 5 21.69 701958 20.0
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