LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020688.D

Aca On : 04 Jun 2019 01:30

Operator : HP/JU

Sample - K3138-10

Misc :

ALS Vial : 18 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-BM053119.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 3.063 8 13 28 rVvB 2216812 2775714 21.26% 2.905%
2 5.410 405 412 423 rBY 5886054 8393355 64.27% 8.785%
3 6.992 671 681 695 rBY 5759459 9223163 70.63% 9.653%
4 7.357 735 743 756 rBY 5886003 9378790 71.82% 9.816%
5 7.828 816 823 830 rBVY 1142836 1814779 13.90% 1.899%
6 8.145 869 877 884 rBVY 4459112 7086017 54.26% 7.416%
7 8.986 1012 1020 1031 rBVvV 3398197 5587761 42.79% 5.848%
8 10.616 1289 1297 1304 rBV 1386048 2335154 17.88% 2.444%
9 13.080 1709 1716 1730 rBV 7377020 10873594 83.27% 11.380%
10 13.921 1853 1859 1868 rBvV 474428 694574 5.32% 0.727%

11 14.463 1941 1951 1966 rBV2 1872136 2799994 21.44% 2.931%
12 15.951 2197 2204 2225 rBV 5798132 8084944 61.91% 8.462%
13 17.204 2411 2417 2423 rBV 2304105 3226195 24.71% 3.377%
14 18.098 2563 2569 2578 rBV 259890 389393 2.98% 0.408%
15 19.374 2782 2786 2790 rBVv3 112322 145071 1.11% 0.152%

16 19.827 2857 2863 2869 rBV 10422011 13058550 100.00% 13.667%
17 21.092 3074 3078 3087 rBV 615276 810000 6.20% 0.848%
18 21.380 3121 3127 3131 rBV 2984097 3834445 29.36% 4.013%
19 21.533 3150 3153 3158 rBvV 116492 143964 1.10% 0.151%
20 21.980 3225 3229 3234 rBV4 125944 212030 1.62% 0.222%

21 22.450 3306 3309 3313 rVB 113070 140139 1.07% 0.147%
22 22.974 3394 3398 3403 rBV2 199799 341609 2.62% 0.358%

23 23.562 3494 3498 3505 rVB 180441 328539 2.52% 0.344%
24 23.662 3509 3515 3523 rVV2 2002812 3868398 29.62% 4.049%

Sum of corrected areas: 95546172
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020688.D

Aca On : 04 Jun 2019 01:30

Operator : HP/JU

Sample : K3138-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM020688.D
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Abundance TIC: BM020688.D
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Abundance TIC: BM020688.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020688.D

Aca On : 04 Jun 2019 01:30

Operator : HP/JU

Sample : K3138-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.06 30.59 ng 2775710 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 12 (3.057 min): BM020688.D (-8) (-) m/z 73.05 100.00%
7B
5000 43 \
55 87
3.10 3.20 3.30 3.40 3.50
o.,....','-.'..|.,..'..,....,....,..1??,....,....,....,.295%. m/z 43.10  36.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 AU A AR AR
43 9 3.10 3.20 3.30 3.40 3.50
- 87 m/z 87.05 25.20%
0.,.‘l“..‘,“.‘..‘.,..“.‘.,.‘...1??...,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
1310 3.20 3.30 3.40 3.50
5000 43 m/z 55.05 24 .95%
58
P S SO L WL L UL B L WL I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4342: Pentane, 3-methoxy-
73 3.10 3.20 3.30 3.40 3.50

m/z 41.10 12.03%

5000

55 101

o.,....“...,....,”..,....,.”.,....,..”,....,.... R o

m/z--> 20 40 60 80 100 120 140 160 180 200 3.10 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020688.D

Aca On : 04 Jun 2019 01:30

Operator : HP/JU

Sample : K3138-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 unknown7.36 Concentration Rank 1

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

7.36 103.36 ng 9378790 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (7.357 min): BM020688.D (-735) (-) m/z 132.00 100.00%
132
5000 68
96 rrrTTTrT T T T T T T T T
40 gy J 7.00 7.20 7.40 7.60
o g8 lwewr 207 hy 68.10  43.71%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRRAERARAR RARRARARAR S
7.00 7.20 7.40 7.60
31 51 m/z 134.00 32.78%
0"kﬁﬁlw'l'““jg"'l“'”l""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
7.00 7.20 7.40 7.60
5000 m/z 66.10 29.29%
33 a4 . 105
o 60 80 115
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e e MR e o
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 18.48%
5000 98 116
| T AN HW..kL,..“n N R }??II o 8 WY A VN—
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020688.D

Aca On : 04 Jun 2019 01:30

Operator : HP/JU

Sample : K3138-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.41 ng 389393 Phenanthrene-d10 17.20
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2569 (18.098 min): BM020688.D (-2563) (-) m/z 73.10 100.00%
43 60 73
5000
129
97 SRS SRS SRS
US| 45157171185, 0 2130 osp 17.80 18.00 18.20 18.40
Ol el m/z 43.10 86.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 N BN BULRLN S B
17. 80 18. 00 18 20 18. 40
21 m/z 60.10 84 .29Y%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 17.80 18.00 18.20 18.40
5000 29 129 m/z 41.05 68.73%
87 15 =h 214
101 143157 | 185
O s o s O o
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid R e AR AR
60 73 17.80 18.00 18.20 18.40
43 m/z 55.10 66.01%
5000 129
29
Onlfsllwl\w\,” |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020688.D

Aca On : 04 Jun 2019 01:30

Operator : HP/JU

Sample : K3138-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.09 4.22 ng 810000 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91
Abundance Scan 3078 (21.092 min): BM020688.D (-3074) (-) m/z 57.10 100.00%
g7
83
5000 11
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—
3 139 207 281 20.80 21.00 21.20 21.40
o j At 168 207226 252 261 308 342 | ns7 4310 90.43%
m/z--> 50 100 150 200 250 300
Abundance #89785: 5-Octadecene, (E)-
55
83
5000 AR SRR P AL AR
20,80 21.00 21.20 21.40
29 111 m/z 55.10 82.86%
o \\ I ] h‘ ‘\h ) \\ 199 168 105 224 252
m/z--> 50 150 200 2éo 300 '
Abundance
43 97
69 HRRUNRSE BN SUNRAE B
20.80 21.00 21.20 21.40
5000 m/z 83.05 77.89%
125
ol_26 154 182 210 238 266
m/z--> 50 100 150 200 250 300 '
Abundance #137330: 1-Heneicosy! formate R e e A RREA
57 83 20.80 21.00 21.20 21.40
m/z 69.10 70.86%
5000 111 AL
o L ’ LK 17 196 222 266 2% sz30
m/z--> 50 100 150 200 250 300 ' 20,80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO60319\
Data File : BM020688.D

Acq On : 04 Jun 2019 01:30

Operator : HP/JU

Sample - K3138-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119_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]
Butane, 2-methoxy... 3.06 30.6 ng 2775710 1 7.83 1814780 20.0
unknown? .36 7.36 103.4 ng 9378790 1 7.83 1814780 20.0
n-Hexadecanoic acid 18.10 2.4 ng 389393 4 17.20 3226200 20.0
5-Octadecene, (E)- 21.09 4.2 ng 810000 5 21.38 3834450 20.0
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