LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115923.D

Aca On : 1 Aug 2019 22:49

Operator : HP/JU

Sample : K4024-05

Misc :

ALS Vial : 16 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-BF073019.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 2.122 3 6 25 rvB 669588 885546 35.49% 3.637%
2 5.475 572 576 597 rBY 2387184 2327113 93.28% 9.559%
3 6.487 743 748 767 rBVY 2388309 2477870 99.32% 10.178%
4 6.622 767 771 775 rBVY 2821115 2483775 99.56% 10.202%
5 6.851 806 810 824 rVB 981569 817446 32.77% 3.358%
6 7.010 833 837 849 rBVY 2122298 1888824 75.71% 7.759%
7 7.410 901 905 918 rBVY 1648572 1548153 62.05% 6.359%
8 8.134 1024 1028 1045 rBvV 1076277 1009910 40.48% 4.148%
9 9.210 1207 1211 1227 rBV 2884469 2494848 100.00% 10.248%
10 9.604 1274 1278 1292 rBV 324178 324024 12.99% 1.331%

11 9.892 1323 1327 1343 rBV 1275931 1140717 45.72% 4.686%
12 10.681 1457 1461 1478 rBV 1472567 1475869 59.16% 6.062%
13 11.380 1576 1580 1588 rBV 1035073 983422 39.42% 4.040%
14 12.963 1845 1849 1852 rBV 2076046 1911426 76.61% 7.851%
15 13.863 1998 2002 2003 rBV2 27112 27455 1.10% 0.113%

16 13.886 2003 2006 2020 rVB5 37578 115193 4.62% 0.473%
17 14.021 2025 2029 2040 rVB 844675 803293 32.20% 3.300%
18 14.180 2051 2056 2059 rBV 38300 40250 1.61% 0.165%
19 14.480 2104 2107 2112 rBV 68519 67092 2.69% 0.276%
20 14.786 2152 2159 2164 rBV2 113191 176975 7.09% 0.727%

21 15.127 2212 2217 2221 rBV 95062 110385 4.42% 0.453%
22 15.492 2273 2279 2288 rBV 704667 1020545 40.91% 4.192%
23 15.939 2349 2355 2363 rBvV 70903 112149 4_50% 0.461%

24 16.439 2435 2440 2446 rBV 40831 68434 2.74% 0.281%
25 17.027 2536 2540 2548 rVB6 15710 34297 1.37% 0.141%
Sum of corrected areas: 24345011
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115923.D

Aca On : 1 Aug 2019 22:49

Operator : HP/JU

Sample : K4024-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF115923.D

2500000 5.47 6.49
7.01
2000000
7.41
1500000
1000000 6.85
12

500000

L S
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: BF115923.D

2500000

12.96
2000000

1500000 10.68

8.13 11.38
1000000

500000

Nt h———————————

T T
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: BF115923.D

2500000
2000000
1500000
1000000 14.02

15.49

500000

g 1418 1448 1570 1513 1594 16,44 17.03

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\BFO080119\
Data File : BF115923.D

Aca On : 1 Aug 2019 22:49

Operator : HP/JU

Sample : K4024-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.

2.12 21.67 ng 885546 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
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 6 (2.122 min): BF115923.D (-3) (-) m/z 73.00 100.00%
73
5000 /\
43
55 87 M e
. | . 2.20 2.30 2.40 2.50
Ol e S L e e | M/z 43.00  33.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 IR AR A LA
43 2.20 2.30 2.40 2.50
55 87 m/z 87.00 24.97%
0 Fg 35 || | 67 1], 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HRNLURSE A U LS
2.20 2.30 2.40 2.50
5000 55 m/z 55.00 23.58%
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
m/z 41.00 11.25%
5000 /L
45
29
o 89 %S e 101
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115923.D

Aca On : 1 Aug 2019 22:49

Operator : HP/JU

Sample : K4024-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 60.77 ng 2483780 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 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 771 (6.622 min): BF115923.D (-767) (-) m/z 132.00 100.00%
5000 68
\
40 54 %6 620 640 6.60 6.80 7.00
o Lo eS| m/z 68.00 41.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R AL UL LU I
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.84%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 |
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 28.35%
N PO T IIﬂQ7 ‘ S 188 189
m/z--> 20 40 60 80 100 120 140 160 180 1 l
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e BEaar Ea e L
132 6.20 6.40 6.60 6.80 7.00
m/z 68.95 16.81%
117
5000
39 91
7 1 G em [ |
0||‘||||||‘|‘||‘l‘|||“|||=||||||‘|l“|||||||||||||||
m/z--> 20 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\BFO080119\
Data File : BF115923.D

Aca On : 1 Aug 2019 22:49

Operator : HP/JU

Sample : K4024-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknownl13.89 Concentration Rank 5

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

13.89 2.87 ng 115193 Chrysene-di12 14.02

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 47
2 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 43
3 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13N0O5 1000368-92-7 40
4 2-(2-(2-Methoxvethoxv)ethoxv)eth... 268 C14H2005 1000366-99-1 40
5 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 40
Abundance Scan 2007 (13.892 min): BF115923.D (-2003) (-) m/z 104.95 100.00%

105 149
5000 69
41
4 125
13.60 13.80 14.00 14.20
0 m/z 149.00 93.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156211: Diethylene glycol dibenzoate
105
149
5000 " AR RARAS AR R

13.60 13.80 14.00 14.20
m/z 69.00 51.69%

51
o 123 | 164 183 207 238 283 314
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105
149 13.60 13.80 14.00 14.20
5000 m/z 97.00 48.41%
77
o285t | | 131 | 179 209 23
e a m e L E a AR RAaaa nasasasas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105 149 13.60 13.80 14.00 14.20
m/z 77.00 46.48%
77
5000
51
0 30 - J‘\ | 122 il 165 211 287
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115923.D

Aca On : 1 Aug 2019 22:49

Operator : HP/JU

Sample : K4024-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.79 3.47 ng 176975 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2160 (14.792 min): BF115923.D (-2152) (-) m/z 57.00 100.00%
57
5000 /
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
141 183 14.40 14.60 14.80 15.00 15.20
— 2 282 m/z 71.00 74.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
14.40 14.60 14.80 15.00 15.20
m/z 43.00 60.97%
29 113 449
oL P 0 107 225 253 205303 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.00 56.28%
29 113
oL I | /777,241 160 197 205 253 296
m/z--> 55 160 1%0 260 2%0 360 3éo 460 !
Abundance #223852: Hentriacontane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 29.33%
5000 85
113 149
0 ‘ H 1 J1§94197‘225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3éo 4(')0 ! 14.'40 14.|60 14.I80 15.'00 15.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115923.D

Aca On : 1 Aug 2019 22:49

Operator : HP/JU

Sample : K4024-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.13 2.16 ng 110385 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2217 (15.127 min): BF115923.D (-2212) (-) m/z 56.95 100.00%
g7
85
5000
113 IR AR A A
141 14.80 15.00 15.20 15.40
ol |, . .J.l|, LaZy, 8821 282 m/z 71.00 77.73%
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 43.05 61.33%
29 1113 141 169 197 225 282
0 "i'l “'J'l ’J'!I T ??3,,, RN DU
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.00 55.73%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.00 25.13%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 350 ' 1480 1500 1520 1540 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115923.D

Aca On : 1 Aug 2019 22:49

Operator : HP/JU

Sample : K4024-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.20 ng 112149 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2355 (15.939 min): BF115923.D (-2349) (-) m/z 57.00 100.00%
57
5000
113 560 15.80 16.00 16.20
141 169 267 15.60 15.80 16.00 16.20
o...-.|~, | 11.“."..'-.-...,298...,.-..'.,....,.. m/z 71.05 75.65%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 R AR A
85 15 60 15. 80 16 00 16.20
29 m/z 43.00 59.09%
. .|.‘ | .11113 141 169 197 225 253 282
m/z--> §o 100 1%0 260 2%0 300 3%0
Abundance #141426: Heneicosane
57
o 15,60 15.80 16.00 16.20
5000 m/z 85.00 55.05%
29 113
0 I J[ I 1?1 (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
m/z 55.00 21.56%
5000 85
. i j | i J11}3J 141160 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 350 15 60 15. 80 16 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO080119\
Data File : BF115923.D

Acq On : 1 Aug 2019 22:49

Operator : HP/JU

Sample - K4024-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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... 2.12 21.7 ng 885546 1 6.85 817446 20.0
unknown6 .62 6.62 60.8 ng 2483780 1 6.85 817446 20.0
unknownl13.89 13.89 2.9 ng 115193 5 14.02 803293 20.0
Hexacosane 14.79 3.5 ng 176975 6 15.49 1020550 20.0
Eicosane 15.13 2.2 ng 110385 6 15.49 1020550 20.0
Heneicosane 15.94 2.2 ng 112149 6 15.49 1020550 20.0
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