LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051119\
Data File : BG040882.D
Acq On : 11 May 2019 20:29 Instrument :
Operator : HP/JU gll\!A_ctsS o

- _ lentosampleld :
3?2?6 - Reros-1r P021-SS007-1824-01
ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 height area % max. total
1 3.147 4 10 18 rBvY 95290 175377 3.44% 0.824%
2 3.218 18 22 37 rvB 182699 261736 5.13% 1.230%
3 5.662 432 438 447 rBV 654251 1010161 19.79%  4.746%
4 7.272 704 712 719 rBV 650907 1106627 21.68% 5.199%
5 7.654 768 777 787 rBV 624601 1075114 21.06% 5.051%
6 8.135 852 859 868 rvB 200810 348019 6.82% 1.635%
7 8.459 905 914 921 rBV 483591 846957 16.59% 3.979%
8 9.310 1048 1059 1070 rBV 402978 720522 14.12% 3.385%
9 10.956 1331 1339 1349 rBVY 273704 476671 9.34% 2.239%
10 13.382 1745 1752 1761 rBV 1342790 2079546 40.74% 9.769%

11 14.205 1885 1892 1897 rBV 122250 179374 3.51% 0.843%
12 14.763 1980 1987 1997 rVB2 464962 757623 14.84% 3.559%
13 16.244 2232 2239 2253 rBV 1394188 2199231 43.09% 10.332%
14 17.507 2447 2454 2460 rBvV2 708751 1058110 20.73% 4.971%
15 18.359 2593 2599 2607 rBV2 199676 294292 5.77% 1.383%

16 19.622 2810 2814 2823 rBV2 82316 127558 2.50% 0.599%
17 20.104 2889 2896 2901 rBV 3784741 5103919 100.00% 23.977%
18 21.385 3108 3114 3130 rBV 177064 421897 8.27% 1.982%
19 21.790 3175 3183 3190 rBV 731785 1251500 24.52% 5.879%
20 21.943 3204 3209 3215 rBV2 35365 55742 1.09% 0.262%

21 22.566 3310 3315 3321 rBV 48493 81763 1.60% 0.384%
22 23.276 3430 3436 3443 rBV3 72924 138842 2.72% 0.652%
23 24.117 3572 3579 3586 rVB4 56645 126986 2.49% 0.597%
24 25.133 3739 3752 3764 rBV 400295 1296544 25.40% 6.091%
25 26.273 3939 3946 3955 rVB5 32842 92333 1.81% 0.434%

Sum of corrected areas: 21286444
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040882.D

Acq On : 11 May 2019 20:29

Operator : HP/JU

ﬁ?gg le K2763-17 P021-SS007-1824-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040882.D

3500000
3000000
2500000
2000000
1500000

1000000
5.66 7.27 7.65

8.46
500000 9.31
3,22 8.14 A 10.96

e T e L £ e e A

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040882.D

20.10
3500000

3000000
2500000
2000000
1500000{ 1338 16.24

1000000
17.51 21.79

500000 14.76

14.20 18.36 1962 || 2L38 h1os 2257

r-—tr-——rTrt—r>"r——r—tr e e e e e e TR

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG040882.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 25.13
23}\. 28 24.12 26.27

T T T T T T T T T e

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\BG051119\
Data File : BG040882.D

Acq On : 11 May 2019 20:29

Operator : HP/JU

Sample : K2763-17

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG042319.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.22 15.04 ng 261736 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 42
3 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 25
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 22 (3.218 min): BG040882.D (-18) (-) m/z 73.00 100.00%
B
5000 43
55 87
007 3.20 3.30 3.40 3.50 3.60
0 bbbl b 2% m/z 43.00  46.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 NN AL UL AN UAREE
43 95 3.20 3.30 3.40 3.50 3.60
87 m/z 55.00 31.46%
0-.-‘l“e-‘.“-‘--‘-.--“-‘-.-‘---1??---.----.----.----.----.----
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.00 28.03%
29
0 97 112 129
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14334: Butanoic acid, 2-hydroxy-2-methyl-, methy! ester
73 3.20 3.30 3.40 3.50 3.60
43 m/z 41.05 13.98%
5000 55 j\/\\
31
ol Ll L83 103 117
m/z--> 20 40 ! 80 100 120 140 160 180 200 3.20 3.30 3403%03%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040882.D

Acq On : 11 May 2019 20:29

Operator : HP/JU

3?22 le K2763-17 P021-SS007-1824-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.65 Concentration Rank 1

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

7.65 61.78 ng 1075110 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14

Abundance Scan 776 (7.648 min): BG040882.D (-768) (-) m/z 132.00 100.00%
5000 68
96 IR IS UL L I
40 54 0 1 057 7.40 7.60 7.80 8.00
o m/z 68.00 49.34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o A
7.40 7.60 7.80 8.00
70 m/z 66.00 34._47%
31 44
S D R —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57 132
74 740 7.60 7.80 8.00
5000 gg 116 m/z 134.00 32.06%
0 158 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14144: 5-Fluoro-2-chloropyrimidine A s R
132 7.40 7.60 7.80 8.00
m/z 69.00 23.66%
5000
33 105
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040882.D

Acq On : 11 May 2019 20:29

Operator : HP/JU

3?22 le K2763-17 P021-SS007-1824-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.36 5.56 ng 294292 Phenanthrene-d10 17.51
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2599 (18.359 min): BG040882.D (-2593) (-) m/z 42.95 100.00%

5000

18.00 18.20 18.40 18.60

0 m/z 60.00 98.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 0
5000 129 LI L L L L L L L

18.00 18.20 18.40 18.60

83
m/z 73.00 96.21%
213
‘J‘L' 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 | 73
57 18.00 18.20 18.40 18.60
5000 129 m/z 40.95 87.64%
29 171
g7 o 185 214
0 15 101 143157 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 73 18.00 18.20 18.40 18.60
5 m/z 55.05 85.35%
5000 129
29
199
143 157171185 242
oL15
m/z--> 20 40 60 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\BGO051119\

Data File : BG040882.D

Acq On : 11 May 2019 20:29

Operator : HP/JU

3?22 le K2763-17 P021-SS007-1824-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.62 2.41 ng 127558 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2814 (19.622 min): BG040882.D (-2810) (-) m/z 72.95 100.00%
43 57 7B
129
5000
284 by VTV |
199,,3557 19.40 19.60 19.80 20.00
0 m/z 43.00 95.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 U AN BRI SR U
19.40 19.60 19.80 20.00
185 m/z 59.95 89.63%
143,571 241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
19.40 19.60 19.80 20.00
5000 129 m/z 57.00 84._.41%
29 87 199
101115 14315711185 213 242
oL15
wﬁmﬁmﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid B B i
43 0 19.40 19.60 19.80 20.00
m/z 55.00 81.94Y%
5000
1431571711851 213 256
0 Ml Ll ML P SR L SLLAA AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19h0 1deo 19%0 2050
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040882.D

Acq On : 11 May 2019 20:29

Operator : HP/JU

3?22 le K2763-17 P021-SS007-1824-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.38 6.74 ng 421897 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Cycloeicosane 280 C20H40 000296-56-0 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 3113 (21.379 min): BG040882.D (-3108) (-) m/z 57.00 100.00%
83
5000
111
3 139 167 281 21.00 21.20 21.40 21.60
I L ATP 107 193 221 2s0 2 m/z 43.05 88.99%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43 97
69
5000 AR R AR AR B
21,00 21.20 21.40 21.60
125 m/z 55.05 87.00%
NS NN L 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350
Abundance
55
83 LRI SRS AR B I
21.00 21.20 21.40 21.60
5000 m/z 69.00 72.41%
29 111
0 139 163 196 204 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
21.00 21.20 21.40 21.60
83 m/z 83.05 68.42%
5000 111
29
o J I \h139 163182 210 237255 356
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040882.D

Acq On : 11 May 2019 20:29

Operator : HP/JU

3?22 le K2763-17 P021-SS007-1824-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Sulfurous acid, dodecyl 2-p... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.28 2.22 ng 138842 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 83
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Eicosane 282 C20H42 000112-95-8 74
4 Tetracosane 338 C24H50 000646-31-1 74
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 3437 (23.282 min): BG040882.D (-3430) (-) m/z 57.05 100.00%
57
i 5200 23,20 2340 2360
133 194 249 : : : :
- ...J,.'.‘.'.,'....,..-.. | M7z 43.10  64.00%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43
5000 R IR BN BN UM
85 23. oo 23 20 23 40 23. 60
m/z 71.05 63.29%
oL ‘ 1,125 169203
miz--> 0 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
|23.00 23.20 23.40 23.60
5000 m/z 85.05 45 .98%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #129491: Eicosane
57 23.00 23.20 23.40 23.60
m/z 55.00 38.51%
5000
)2 % 141 183 225 282
e 5B A 1 3 e W e e e | 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\

Data File : BG040882.D

Acq On : 11 May 2019 20:29

Operator : HP/JU

3?22 le K2763-17 P021-SS007-1824-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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]
Butane, 2-methoxy... 3.22 15.0 ng 261736 1 8.14 348019 20.0
unknown? .65 7.65 61.8 ng 1075110 1 8.14 348019 20.0
n-Hexadecanoic acid 18.36 5.6 ng 294292 4 17.51 1058110 20.0
Octadecanoic acid 19.62 2.4 ng 127558 4 17.51 1058110 20.0
1-Nonadecene 21.38 6.7 ng 421897 5 21.79 1251500 20.0
Sulfurous acid, d... 23.28 2.2 ng 138842 5 21.79 1251500 20.0
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