LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116767.D

Aca On : 3 Sep 2019 12:51

Operator : HP/JU

Sample : PB122729BL

Misc :

ALS Vial : 5 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 F\METHODS\8270-BF083019.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 2.204 11 20 26 rvB 107128 155829 2.84% 0.361%
2 5.481 571 577 580 rBVY 4246010 4464131 81.27% 10.339%
3 6.486 741 748 750 rBVY 3923332 4684981 85.29% 10.850%
4 6.622 766 771 774 rBV 4729726 4713934 85.82% 10.917%
5 6.845 806 809 813 rBVY 1241337 1026535 18.69% 2.377%

7.004 832 836 840 rBV 3611799 3656640 66.57% 8.469%
7.410 898 905 908 rBV 2812241 3031987 55.20% 7.022%
8.127 1022 1027 1031 rBV 1586190 1350672 24.59% 3.128%
1204 1210 1213 rBV 5467233 5492719 100.00% 12.721%
9.880 1319 1325 1328 rBV 1846482 1580505 28.77% 3.660%

=
QO ~NO®
©
N
o
N

11 10.669 1453 1459 1462 rBV 3019462 3056500 55.65% 7.079%
12 11.363 1573 1577 1581 rBV 1783158 1515878 27.60% 3.511%
13 12.951 1841 1847 1850 rBV 4880002 5180087 94.31% 11.997%
14 13.992 2020 2024 2028 rBV 1360075 1202149 21.89%% 2.784%
15 14.462 2099 2104 2107 rBV2 67840 76675 1.40% 0.178%

16 14.768 2151 2156 2162 rBV 113081 123057 2.24% 0.285%
17 15.104 2207 2213 2217 rBV 155030 188722 3.44% 0.437%
18 15.445 2266 2271 2275 rBV 803873 1015776 18.49% 2.353%
19 15.480 2275 2277 2282 rVB 182911 197455 3.59% 0.457%
20 15.909 2344 2350 2356 rBV 155247 237449 4._.32% 0.550%

21 16.409 2430 2435 2442 rVB2 89462 162101 2.95% 0.375%
22 16.992 2530 2534 2542 rVB7 32429 64274 1.17% 0.149%

Sum of corrected areas: 43178056
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116767.D

Aca On : 3 Sep 2019 12:51

Operator : HP/JU

Sample : PB122729BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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: BF116767.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116767.D

Aca On : 3 Sep 2019 12:51

Operator : HP/JU

Sample : PB122729BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.20 3.04 ng 155829 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 19 (2.198 min): BF116767.D (-11) (-) m/z 73.10 100.00%
(<}
5000
43 55 87
| 2.20 2.30 2.40 2.50 2.60
Ol i et el M7z 43.05  28.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 U IR U IR UM R
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 25.59%
o Fg 35 1] | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HUA IR UGS IR UL R
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 21.56%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 12.76%
5000
45
29
ol 39| 5 67 | 101 J\
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116767.D

Aca On : 3 Sep 2019 12:51

Operator : HP/JU

Sample : PB122729BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 91.84 ng 4713930 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 771 (6.622 min): BF116767.D (-766) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80 7.00
o} R B m/z 68.05 43.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR R UL R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.02%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 65.95 27.58%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propiony! RS R e e )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 17.91%
5000 og M°
o -‘-“‘. 89 qu\,w 18189 S | |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116767.D

Aca On : 3 Sep 2019 12:51

Operator : HP/JU

Sample : PB122729BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.42 ng 123057 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2156 (14.768 min): BF116767.D (-2151) (-) m/z 57.05 100.00%
57
85
5000
141 ;2183 207 14.40 14.60 14.80 15.00
o..-.l,.‘l..--.“i"l L 22t m/z 71.05 84.51%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR A B AR

14.40 14.60 14.80 15.00
m/z 85.05 72.21%

29
LT ”1}3,1§1 169 197 225 253 295 33 367
il e B e LA aman e e P
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
R e e  ERauaEana
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 53.67%
113
o 29 | I 177 241 169 197 225 267 205 365 393
e
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane e L B o
57 14.40 14.60 14.80 15.00
m/z 55.00 22 _.42%
5000 85
29
e et e R ma
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116767.D

Aca On : 3 Sep 2019 12:51

Operator : HP/JU

Sample : PB122729BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.72 ng 188722 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2212 (15.098 min): BF116767.D (-2207) (-) m/z 57.05 100.00%

7

85

5000
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LN L L L L L L L
14.80 15.00 15.20 15.40
29 m/z 85.05 58.84%
AR Uk U T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
R AREmEs RS Sa R
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 56.39%
113
o 2, ‘ 177241 169 197 225 267 295 365 393
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B B B SRR
57 14.80 15.00 15.20 15.40
m/z 55.00 19.52%
5000 85
113
oL 2] j | 141 169 197 225 253 281 309 337 365 393 422
e T R I A
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116767.D

Aca On : 3 Sep 2019 12:51

Operator : HP/JU

Sample : PB122729BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 6 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.91 4.68 ng 237449 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2350 (15.909 min): BF116767.D (-2344) (-) m/z 57.05 100.00%
57
85
5000
141 15.60 15.80 16.00 16.20
183
ol J, II L A610S, 224 258 o81 m/z 71.05 88.51%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R BN SN BN B
15 60 15. 80 16. oo 16.20
29 113 m/z 85.05 67.47%
ol | i 1] | 191,169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
15.60 15.80 16.00 16.20
5000 85 m/z 43.00 56.29%
29 i 13 14
ol AT 1 109 107 225 253 295 333 367
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane LI L LB L N N BN |
57 15.60 15.80 16.00 16.20
m/z 99.10 25.59%
85
5000
29
0 L g J11134 141 169 107 240
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1;0 15 60 15. 80 16. oo 16 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116767.D

Aca On : 3 Sep 2019 12:51

Operator : HP/JU

Sample : PB122729BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 7 Heneicosane, 11-(1-ethylpro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.41 3.19 ng 162101 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2435 (16.409 min): BF116767.D (-2430) (-) m/z 57.05 100.00%
g7
85
5000
13 16.00 16.20 16.40 16.60 16.80
| 141 153183 210 282 : : : : :
oty iy esiSS 20 2 m/z 71.10 92.89%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LA
16,00 16,20 1640 16.60 16.80
m/z 85.10 61.93%
. 29 Ll ]11}31 141,160 197 225 253 205 323 367
m/z--> 50 100 1%0 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
7 16.00 16.20 16.40 16.60 16.80
5000 m/z 43.00 50.46%
99
N ‘ J‘ | 4727195 183207225 253 295 337
m/z--> 50 100 150 200 250 360 350
Abundance #141426: Heneicosane B B B S A
57 16.00 16.20 16.40 16.60 16.80
m/z 55.05 22 .04%
85
- LW\J\MWV
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 16.00 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090319\
Data File : BF116767.D

Acq On : 3 Sep 2019 12:51

Operator : HP/JU

Sample : PB122729BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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... 2.20 3.0 ng 155829 1 6.85 1026540 20.0
unknown6 .62 6.62 91.8 ng 4713930 1 6.85 1026540 20.0
Hexacosane 14.77 2.4 ng 123057 6 15.44 1015780 20.0
Heneicosane 15.10 3.7 ng 188722 6 15.44 1015780 20.0
Heptadecane 15.91 4.7 ng 237449 6 15.44 1015780 20.0
Heneicosane, 11-(... 16.41 3.2 ng 162101 6 15.44 1015780 20.0
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