LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116486.D

Aca On : 23 Aug 2019 19:23

Operator : HP/JU

Sample : PB122424BL

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 F\METHODS\8270-BF082319.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 2.240 19 26 38 rvB 325804 492164 14.55% 1.838%
2 5.504 576 581 585 rBY 2608920 2696185 79.73% 10.067%
3 6.504 745 751 754 rBY 2853614 2802530 82.87% 10.464%
4 6.651 771 776 779 rBVY 3112538 2879923 85.16% 10.753%
5 6.881 811 815 819 rBV 953821 723123 21.38% 2.700%

7.040 838 842 845 rBV 2762497 2284311 67.55% 8.529%
7.440 904 910 913 rBV 1726741 1776947 52.54% 6.635%
1028 1033 1036 rBV 996272 920045 27.21% 3.435%
9.234 1210 1215 1218 rBV 3651077 3381837 100.00% 12.628%
9.910 1326 1330 1334 rBV 1212596 1041400 30.79% 3.889%

=
QOO ~NO®
oo
=
(o]
w

11 10.698 1459 1464 1467 rBV 1821655 1818696 53.78% 6.791%
12 11.392 1578 1582 1586 rBV 1192218 981532 29.02% 3.665%
13 12.980 1847 1852 1855 rBV 3353500 3021239 89.34% 11.281%
14 14.021 2026 2029 2033 rBV 742191 704125 20.82% 2.629%
15 14.504 2105 2111 2115 rBV2 37396 42645 1.26% 0.159%

16 14.816 2160 2164 2169 rBV 68176 69523 2.06% 0.260%
17 15.157 2217 2222 2227 rBV 90957 105968 3.13% 0.396%
18 15.486 2273 2278 2283 rBV 517702 631043 18.66% 2.356%
19 15.539 2283 2287 2293 rVB 102085 130193 3.85% 0.486%
20 15.980 2355 2362 2367 rBV 83548 135135 4._00% 0.505%

21 16.492 2443 2449 2457 rBV 52922 98295 2.91% 0.367%
22 17.092 2546 2551 2561 rVB4 20213 44615 1.32% 0.167%
Sum of corrected areas: 26781474
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116486.D

Aca On : 23 Aug 2019 19:23

Operator : HP/JU

Sample : PB122424BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116486.D
3500000

6.65
3000000 6.50

5.50

7.04

2500000
2000000
1500000
1000000 6.88

500000{ 5 94

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116486.D

3500000 923 12.98

3000000
2500000
2000000 10.70
1500000
9.91 11.39

1000000

500000

L

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116486.D
3500000

3000000

2500000

2000000

1500000

1000000
14.02

500000 1549

15.16 .54 15.98
14.50 143;82 > 0 16.49 17.09

ot e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116486.D

Aca On : 23 Aug 2019 19:23

Operator : HP/JU

Sample : PB122424BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 3

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

2.24 13.61 ng 492164 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 26 (2.240 min): BF116486.D (-19) (-) m/z 73.05 100.00%
7B
5000
4 55 87
36 | &7 2.20 2.30 2.40 2.50 2.60
SN X NS PR - R AN RN m/z 43.05 32.88%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 25.32%
?9 35 1] | 67 |
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy-
7B
2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 24 _45%
45
29
‘ 3‘9“\ » 67 | 101
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1995: Silane, tetramethyl-
7B 2.20 2.30 2.40 2.50 2.60
m/z 71.05 12.09%
5000
43
2 15 % || 5359 66 | 88
m/z--> O 10 20 30 40 50 60 70 8 90 100 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\BF082319\
Data File : BF116486.D

Aca On : 23 Aug 2019 19:23

Operator : HP/JU

Sample : PB122424BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.65 Concentration Rank 1

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

6.65 79.65 ng 2879920 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. 1-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF116486.D (-771) (-) m/z 132.00 100.00%
132
5000 68
96 T T T T T
40 gy 2g 06 6.40 6.60 6.80 7.00
B m/z 68.10 44 _.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 116 S RS AR LSS A
6.40 6.60 6.80 7.00
m/z 134.00 33.43%
158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 " 640 6.60 6.80 7.00
5000 m/z 66.00 28.10%
39 91
A Nl
| ! N Jl m N | | m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R e E ERRE L s
132 6.40 6.60 6.80 7.00
117 m/z 69.10 18.17%
5000
39 51 65 77 3t
T }?I ?7' e |""|""|1??"|' “M' [rTrrrprrr oot IR S U R
m/z--> 20 40 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116486.D

Aca On : 23 Aug 2019 19:23

Operator : HP/JU

Sample : PB122424BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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.
14.82 2.20 ng 69523 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2165 (14.821 min): BF116486.D (-2160) (-) m/z 57.05 100.00%
57
85
5000
113 R A S SRR
l | I 155177197 14.60 14.80 15.00 15.20
e ey | Tm/z 71.10 90.47%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.60 14.80 15.00 15.20
m/z 85.10 73 .35%
29 113 149
‘ j y “ 1,141,169 197 225 253 295 323 367
m/z--> 50 100 1éo 200 250 300 350
Abundance #105885: Octadecane
57
14.60 14.80 15.00 15.20
5000 85 m/z 43.10 56.13%
29
Loy ) M8 141 169 197 2p5 254
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane e BB REE SR A
57 14.60 14.80 15.00 15.20
m/z 99.10 24 .50%
5000 85
29 13 1
| 1| “ 169 197 225 253 281 309 337 380

m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116486.D

Aca On : 23 Aug 2019 19:23

Operator : HP/JU

Sample : PB122424BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.16 3.36 ng 105968 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2223 (15.163 min): BF116486.D (-2217) (-) m/z 57.05 100.00%
g7
85
5000
13 o aetos L T
141 4g3 14.80 15.00 15.20 15.40
~ | ,}. | .U|, Ll o208 281 m/z 71.10  73.76%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 85.10 61.66%
I N .I i J i 197 225 253 282
m/z--> 55 160 150 260 250 360 3éo '
Abundance #141426: Heneicosane
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.05 59.68%
29 113
UL |, M0,199 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane A B B
57 14.80 15.00 15.20 15.40
m/z 41.00 23.97%
5000 85
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo ' 14.80 15.00 15.20 1§4o '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116486.D

Aca On : 23 Aug 2019 19:23

Operator : HP/JU

Sample : PB122424BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.98 4.28 ng 135135 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2362 (15.980 min): BF116486.D (-2355) (-) m/z 57.05 100.00%
57
85
5000
113 Y 1580 1600 1600
| L || g1, 183207 082 15.60 15.80 16.00 16.20

i v A - S— m/z 71.00 71.65%

m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57

5000 RS S
85 15.60 15.80 16.00 16.20

29 1 m/z 43.05 59.20%
l| b 141 183 211 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
R R e e e
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 56.90%
113
290 1§17y (14 169 197 225 267 295 365 393
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57 15.60 15.80 16.00 16.20
m/z 55.00 26.46%
5000 85
29 113 14
0L 77,141 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116486.D

Aca On : 23 Aug 2019 19:23

Operator : HP/JU

Sample : PB122424BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.49 3.12 ng 98295 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2449 (16.492 min): BF116486.D (-2443) (-) m/z 57.05 100.00%
57
85
5000
T "1620 1640 1660 16.80
SN B N0 s — m/z 71.10 74.75%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AU B SN B
16.20 16.40 16.60 16.80
113 m/z 43.05 57 .04%
2?] L7742 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57
16,20 16.40 16.60 16.80
5000 85 m/z 85.10 55.37%
290 1) 128 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 '
Abundance #202661: Heptacosane
57 16.20 16.40 16.60 16.80
m/z 55.00 23.84%
5000 85
29 113
0L 77,141 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 ' 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\BF082319\
Data File : BF116486.D

Acq On : 23 Aug 2019 19:23

Operator : HP/JU

Sample : PB122424BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_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... 2.24 13.6 ng 492164 1 6.88 723123 20.0
unknown6 .65 6.65 79.7 ng 2879920 1 6.88 723123 20.0
Hexacosane 14.82 2.2 ng 69523 6 15.49 631043 20.0
Eicosane 15.16 3.4 ng 105968 6 15.49 631043 20.0
Hexadecane, 2,6,1... 15.98 4.3 ng 135135 6 15.49 631043 20.0
2-methyloctacosane 16.49 3.1 ng 098295 6 15.49 631043 20.0
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