LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041697.D

Aca On 17 Jul 2019 21:00

Operator : HP/JU

Sample : K3835-04

Misc :

ALS Vial : 7 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 G\METHODS\8270-BG071519.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 3.199 14 19 36 rvB 343072 642880 10.59% 1.736%
2 5.608 421 429 440 rBV 1645886 2641231 43.50% 7.133%
3 7.201 691 700 716 rBVY 1693056 2971694 48.95% 8.025%
4 7.577 756 764 773 rBV 1672237 2861356 47.13% 7.727%
5 8.047 835 844 851 rBV 348411 591331 9.74% 1.597%

8.370 890 899 909 rBV 1241651 2174809 35.82% 5.873%
9.204 1033 1041 1051 rBV 1008890 1786281 29.42% 4.824%
10.855 1314 1322 1331 rVB 446194 819320 13.49% 2.213%
13.293 1729 1737 1750 rBV 2446755 3855231 63.50% 10.412%
14.110 1870 1876 1889 rBV 425377 639651 10.54% 1.727%

=
QO ~NO®

11 14.662 1959 1970 1980 rBV2 675220 1130688 18.62% 3.054%
12 16.143 2215 2222 2239 rBV 2212916 3447234 56.78% 9.310%
13 17.400 2429 2436 2443 rBV2 976363 1534800 25.28% 4.145%
14 20.003 2873 2879 2888 rBV 4485993 6071289 100.00% 16.396%
15 21.325 3099 3104 3133 rBv4 119540 576328 9.49% 1.556%

16 21.648 3153 3159 3171 rVB 1157681 1857560 30.60% 5.017%
17 21.872 3193 3197 3202 rVB 51798 69308 1.14% 0.187%
18 22.483 3296 3301 3309 rBvV 100731 181488 2.99% 0.490%
19 23.182 3414 3420 3429 rVB 148785 281223 4.63% 0.759%
20 23.993 3551 3558 3568 rVB 158260 347692 5.73% 0.939%

21 24.845 3692 3703 3713 rBV 691211 1904238 31.36% 5.143%
22 24.950 3714 3721 3733 rVB3 133721 371343 6.12% 1.003%
23 26.096 3908 3916 3926 rVB3 87784 271385 4_47% 0.733%

Sum of corrected areas: 37028360
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO71719\
Data File : BG041697.D

Aca On 17 Jul 2019 21:00

Operator : HP/JU

Sample . K3835-04

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071519.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: BG041697.D

4000000

3000000

2000000
5.61 7.20 7.58

8.37
1000000

.20 8.05 10.86

i o e AL L L NN

Time--> 3.50 4.00 450 500 550 600 650 7.00 750 800 8.50 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG041697.D

20.00
4000000

3000000

13.29
16.14

2000000

21.65

1000000 17.40

14.66
14.11
21.33 ||o1.87 22.48
O e e e Ll e e e e I e e T T i e e
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: BG041697.D

4000000

3000000

2000000

1000000 24.84

23.18 23.99 %95
n ) 2(;.\10

O T T T T T T T e T T e T e e T e e e e e e e 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\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041697.D

Aca On 17 Jul 2019 21:00

Operator : HP/JU

Sample : K3835-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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.

3.20 21.74 ng 642880 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (3.199 min): BG041697.D (-14) (-) m/z 73.10 100.00%
7B
5000 43
SF 87
3.20 3.30 3.40 3.50 3.60
8148 1L 6L 67 | 79 | 97 m/z 43.10 41.56%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 LN AR S IR AL AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 29.56%
.ﬁg 35 .I.‘I 50 | 67 |
mz-> 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73
13.20 3.30 3.40 3.50 3.60
5000 43 m/z 87.05 23.46%
58
29 ﬁ7
[
mz> 20 30 40 % 60 70 80 90 100
Abundance #1997: Silane, tetramethyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.28%
5000
4
29 37 || 53 59 65 |, 80 88
m/z--> 20 30 40 50 60 70 80 9 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041697.D

Aca On 17 Jul 2019 21:00

Operator : HP/JU

Sample : K3835-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 unknown7.58 Concentration Rank 1

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

7.58 96.78 ng 2861360 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 765 (7.582 min): BG041697.D (-756) (-) m/z 132.00 100.00%
5000 68
40 54 % J 720 7.40 7.60 7.80 8.00
Lrer L asus ) m/z 68.10  42.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR RS R
720 7.40 7.60 7.80 8.00
31 78 m/z 134.00 34.13%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 28.23%
33 44 o 105
---‘-.--‘-ﬁq--‘--f)----‘.-‘-?l-S.-- S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B R s
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.05 17.06%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041697.D

Aca On 17 Jul 2019 21:00

Operator : HP/JU

Sample : K3835-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.33 6.21 ng 576328 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Cvclotetracosane 336 C24H48 000297-03-0 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 3105 (21.331 min): BG041697.D (-3099) (-) m/z 57.10 100.00%
57
83
5000
111
SR VN UL BRI SURR
139 206 341 21.00 21.20 21.40 21.60
A 188 200 208 S % n/z 43.10 86.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 83
5000 R A AR SR SULLE
29 nl 21.00 21.20 21.40 21.60
m/z 55.10 72 .43%
| ll39 167 196 224
m/z--> éo " 100 1éo 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57
% 21.00 21.20 21.40 21.60
5000 m/z 83.05 62.07%
29 125
PLLd L g | 154 182 210 298 283 3
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #174179: Cyclotetracosane R A
B o 21.00 21.20 21.40 21.60
m/z 69.05 56.10%
5000
111
J 111, | l |139 167 196 224 250 279 308 336
m/z--> 50 100 ﬁo 200 250 300 @ 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041697.D

Aca On 17 Jul 2019 21:00

Operator : HP/JU

Sample : K3835-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.18 3.03 ng 281223 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 92
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3420 (23.182 min): BG041697.D (-3414) (-) m/z 57.10 100.00%

57

5000 85

:

113 141 159 208 22.80 23.00 23.20 23.40
ol sl h 100 208 253 283 356 m/z 43.10 59.04%

m/z--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane

5

5000 85 [TrTrIr[rrrr[rrrryrrrorrm
22.80 23.00 23.20 23.40
29 113 268 m/z 71.10 58.75%
141 169
: .l.-,. - .{ e A S U
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
R e e e AR
22.80 23.00 23.20 23.40
5000 g5 m/z 85.10 42 .78%
29
|| (11 141 169 197 225 253 281 309 337 365 394
L e A e e e e L it e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R amEEt e aeeerd
57 22.80 23.00 23.20 23.40

m/z 55.10 22.21%

5000

N

©
(o]
()]

(113 141 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 22. 80 23. 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041697.D

Aca On 17 Jul 2019 21:00

Operator : HP/JU

Sample : K3835-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.99 3.65 ng 347692 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3558 (23.993 min): BG041697.D (-3551) (-) m/z 57.10 100.00%
g7 q
5000 85
113 141 23.60 23.80 24.00 24.20 24.40
3 ,I.-l e Ty T 109 107 225 252 295 337855 sz 43.10 57.76%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 A PR DU BRI B
Bmmmmmmmmm
m/z 71.10 54 .53%
29 113
e .l | 11,169 197 225 253 296
m/z--> 50 100 150 200 250 360 350
Abundance #152416: Tridecane, 1-iodo-
57
23.60 23.80 24.00 24.20 24.40
5000 85 m/z 85.10 39.85%
28
183
.‘lu‘ I pl L. IJ.I“Ill:JISI L |15\§| .‘. — 3].-0. —
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane T T T e T
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 22 .38%
5000 85
29
\‘ \‘ J\ ' | i‘ 1:!-3 | 141 L 169 197 226
m/z--> % M 150 200 @ %o 3% Bmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041697.D

Aca On 17 Jul 2019 21:00

Operator : HP/JU

Sample : K3835-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24 .95 3.90 ng 371343 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 90
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 3721 (24.950 min): BG041697.D (-3714) (-) m/z 57.10 100.00%

g7

BB

5000 85
13 24.60 24.80 25.00 25.20
J 141 169 207 282
AT TR A 299 282 385 “m/z 43.10 59.57%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LA L L L L L L
85 24.60 24.80 25.00 25.20
29 m/z 71.10 50.51%
| j L 11}3‘141 160 197 225 253 282
el it
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
T T T

24.60 24.80 25.00 25.20
5000 o m/z 85.10 43.67%
29
| ] |y 18 141 169 197 225 253 281 309 337 365 394
S I AL A
miz--> 50 100 150 200 250 300 350
Abundance #129501: Nonadecane, 2-methyl- T T A T
43 24.60 24.80 25.00 25.20
m/z 55.10 23.18%
- | M\L\M]\A
99 239
| ’ | JL‘ | 157195 183 on T 267
— e ) SR L e
miz--> 50 100 150 200 250 300 350 24,60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041697.D

Aca On 17 Jul 2019 21:00

Operator : HP/JU

Sample : K3835-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 8 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.10 2.85 ng 271385 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 87
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3917 (26.102 min): BG041697.D (-3908) (-) m/z 57.10 100.00%

5000

:

25.80 26.00 26.20 26.40
m/z 43.10 61.43%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LA L L L L L LB B |

25.80 26.00 26.20 26.40
m/z 71.10 60.26%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro-
5[

;

25.80 26.00 26.20 26.40
5000 m/z 85.10 38.38%

97
[ 141 183217 273309343378414

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #149369: Sulfurous acid, butyl dodecy! ester T T T
517 25.80 26.00 26.20 26.40
m/z 55.10 20.55%
o WWW/\M/WAW
99
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25 80 26. OO 26 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO71719\
Data File : BG041697.D

Acq On 17 Jul 2019 21:00

Operator : HP/JU

Sample - K3835-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.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... 3.20 21.7 ng 642880 1 8.05 591331 20.0
unknown7 .58 7.58 96.8 ng 2861360 1 8.05 591331 20.0
Cyclohexadecane 21.33 6.2 ng 576328 5 21.65 1857560 20.0
Nonadecane 23.18 3.0 ng 281223 5 21.65 1857560 20.0
Heneicosane 23.99 3.6 ng 347692 6 24.84 1904240 20.0
Eicosane 24 .95 3.9 ng 371343 6 24.84 1904240 20.0
Tetratetracontane 26.10 2.9 ng 271385 6 24.84 1904240 20.0
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