LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032919\
Data File : BG040239.D

Acq On : 29 Mar 2019 23:56

Operator : JU/SJ

Sample - K2138-07

Misc :

ALS Vial : 12 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-BG032719_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 3.125 3 6 15 rVB 72381 121857 2.56% 0.484%
2 5.610 421 429 443 rBV 1158577 1842543 38.78% 7.319%
3 7.208 693 701 717 rBV 1183414 2077661 43.73% 8.253%
4 7.584 758 765 774 rBV 1121360 1939288 40.81% 7.703%
5 8.054 839 845 852 rBV 203449 340509 7.17% 1.353%
6 8.377 892 900 908 rBV 786443 1377574 28.99% 5.472%
7 9.235 1037 1046 1054 rBVY 670572 1218282 25.64%  4.839%
8 10.869 1316 1324 1332 rBY 275654 499137 10.51% 1.983%
9 13.307 1732 1739 1751 rBV 1901781 2956831 62.23% 11.745%
10 14.135 1873 1880 1885 rBV 107829 159250 3.35% 0.633%

11 14.688 1966 1974 1983 rBV2 479338 763679 16.07% 3.033%
12 16.180 2220 2228 2241 rBV 1651449 2581452 54.33% 10.254%
13 17.431 2435 2441 2448 rBV 666489 1040438 21.90% 4_.133%
14 19.693 2822 2826 2834 rBV 46502 63787 1.34% 0.253%
15 20.034 2872 2884 2892 rBV 3424166 4751416 100.00% 18.873%

16 20.763 3003 3008 3011 rBV 42903 52304 1.10% 0.208%
17 21.303 3096 3100 3104 rBV3 37382 59415 1.25% 0.236%
18 21.709 3162 3169 3176 rBvV2 716315 1187321 24.99%% 4.716%
19 21.850 3187 3193 3198 rBvV 66169 97243 2.05% 0.386%

20 22.461 3292 3297 3307 rVB 107447 177826 3.74% 0.706%

21 23.160 3409 3416 3425 rVB3 117765 227270 4.78% 0.903%
22 23.971 3546 3554 3565 rVB2 98030 220343 4.64% 0.875%
23 24.929 3709 3717 3720 rBV 69486 154342 3.25% 0.613%
24 24.993 3720 3728 3744 rVB2 397372 1177107 24.77% 4.676%
25 26.074 3905 3912 3920 rVB3 33481 89151 1.88% 0.354%

Sum of corrected areas: 25176026
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040239.D

Acq On : 29 Mar 2019 23:56

Operator : JU/SJ

Sample - K2138-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040239.D
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Abundance TIC: BG040239.D
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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: BG040239.D

3000000
2500000
2000000
1500000
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500000 24.99
23.16 23.97 2@&3 26.07
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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\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040239.D

Acq On : 29 Mar 2019 23:56

Operator : JU/SJ

Sample - K2138-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 1 1-Pentene, 2-methyl- Concentration Rank 3

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

3.12 7.16 ng 121857 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
4 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 45
5 1-Hexene 84 C6H12 000592-41-6 42

Abundance Scan 5 (3.119 min): BG040239.D (-3) (-) m/z 56.00 100.00%
96
84
5000 a1 /\\\\«
® pot 320 330 340 350
R m/z 84.00 52 _.51%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #1456: Cyclohexane
56
4 84
5000 RN A U U U
27 3.20 3.30 3.40 3.50
69 m/z 41.00 39.98%
15 |
mz-> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #1487: 1-Pentene, 2-methyl-
56
41
320 330 3.40 350
5000 m/z 55.00 30.92%
27 69 g4
1 J J\\
| | ! Al \
mz> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #1493: Cyclopentane, methyl— L L I L L BB |
56 3.20 3.30 3.40 3.50
a1 m/z 42.00 19.78%
5000
69
21 ‘ 84
'ﬁ'}i"”l'”I”"P"W"”I'”'I”"P"W"”I'”'I”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040239.D

Acq On : 29 Mar 2019 23:56

Operator : JU/SJ

Sample - K2138-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 2 unknown7.58 Concentration Rank 1

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

7.58 113.91 ng 1939290 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 764 (7.578 min): BG040239.D (-758) (-) m/z 131.95 100.00%
132
5000 68
40 54 % 7.20 7.40 7.60 7.80 8.00
82 1t 288 m/z 68.00 45.17%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL S IR LI
7.20 7.40 7.60 7.80 8.00
m/z 134.00 32.12%
31 51
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 28.47%
97
‘ ‘ 117
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl R m e R,
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 17.64%
5000 o 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 720 7.40 7.60 7.80 8.00

8270-BG032719.M Mon Apr 01 07:37:56 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040239.D

Acq On : 29 Mar 2019 23:56

Operator : JU/SJ

Sample - K2138-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 4 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22 .46 3.00 ng 177826 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 l1-lodoundecane 282 C11H23l1 004282-44-4 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Hexatriacontane 507 C36H74 000630-06-8 81
5 Octacosane 394 C28H58 000630-02-4 81

Abundance Scan 3297 (22.461 min): BG040239.D (-3292) (-) m/z 57.05 100.00%

57

5000 85

-

113 22.20 22.40 22.60 22.80
3 141 189 207204 253 295 341
. ...,~.L‘-ﬂ RS B G L LA S S m/z 43.10 56.69%

m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane

5

5000 TTT [T I T T[T I rIprrrrrrim
85 22 20 22. 40 22 60 22. 80
29 m/z 71.05 55.88%
| | 13 141 169 197 225 253 281 300 338
m/z--> 50 100 150 200 250 300
Abundance #128607: 1-lodoundecane
57

22.20 22.40 22.60 22.80

5000 85 m/z 85.10 45 .36%
29 155
L w‘ J \113 135 ] 183 211 282
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57 22.20 22.40 22.60 22.80
m/z 54.95 20.69%
85
5000
29 113
[0l g ] 14160 197 205 253 296
m/z--> 50 100 150 200 250 300 22 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040239.D

Acq On : 29 Mar 2019 23:56

Operator : JU/SJ

Sample - K2138-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.16 3.83 ng 227270 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3416 (23.160 min): BG040239.D (-3409) (-) m/z 57.10 100.00%

57

5000 85

-

113 22.80 23.00 23.20 23.40

I 141 183

LR assen 2s3osp s 401 o Tu3 G 60,500
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane

-

5000 85 e A Al
22. 80 23. OO 23 20 23.40

m/z 71.00 55.93%

. J | | 1141 169 197 225 253 281 309 337 365 394

29
,, T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85 22.80 23.00 23.20 23.40
5000 m/z 85.10 45 .00%
29 113
UL L 77,242 160 107 225 253 296
—
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane R e N AR RAR R
57 22.80 23.00 23.20 23.40
m/z 55.00 20.93%
5000 85
113 141 169
|77, 141 169 197 225 253 281 309 337 365 437
e o e e B B B u e e A m R LR L
m/z--> 50 100 150 200 250 300 350 400 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040239.D

Acq On : 29 Mar 2019 23:56

Operator : JU/SJ

Sample - K2138-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.97 3.74 ng 220343 Perylene-d12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 3554 (23.971 min): BG040239.D (-3546) (-) m/z 57.00 100.00%
57
5000 85
113 23.60 23.80 24.00 24.20
141
b LT 169 107 971 250268 205 sa1 m/z 43.00 57.82%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 NN AU SR
85 Bmmmmmmm
29 m/z 71.05 56.08%
.|.‘ || M8 141 169 197 205 253 282
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #117636: Nonadecane
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 45 _.23%
29 s 268
141
. .“. / ||- [ ILIJII F Iallﬁgﬁllgrlzlzlsl e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 23.60 23.80 24.00 24.20
m/z 55.00 17.96%
5000 85
i i || M8 141 169 197 225 253 295 303 367
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 300 351;0 23 60 23. 80 24. oo 24 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040239.D

Acq On : 29 Mar 2019 23:56

Operator : JU/SJ

Sample - K2138-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .93 2.62 ng 154342 Perylene-d12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3717 (24.929 min): BG040239.D (-3709) (-) m/z 57.05 100.00%

5000

24.60 24.80 25.00 25.20
m/z 71.10 68.57%

155 183

225 264 327

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85
24.60 24.80 25.00 25.20
m/z 42.95 57 .89%
113 141
29| | || | | | 797,169 197 225 253 281 309 337 365 393 422
e e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
T T T T
71 24.60 24.80 25.00 25.20
5000 m/z 85.10 55.40%

99
| i | 127 155 183 205 253 295 337

T
m/z--> 50 100 150 200 250 300 350 400

Abundance #209566: Octacosane
7 24.60 24.80 25.00 25.20
m/z 55.00 21.33%
5000 g5

29

L)y (M3141 169 197 225 253 281 309 337 365 394

e e e A N R S — S A L
m/z--> 50 100 150 200 250 300 350 400 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032919\
Data File : BG040239.D

Acq On : 29 Mar 2019 23:56

Operator : JU/SJ

Sample - K2138-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
1-Pentene, 2-methyl- 3.12 7.2 ng 121857 1 8.05 340509 20.0
unknown7 .58 7.58 113.9 ng 1939290 1 8.05 340509 20.0
Tetracosane 22.46 3.0 ng 177826 5 21.71 1187320 20.0
Octacosane 23.16 3.8 ng 227270 5 21.71 1187320 20.0
Eicosane 23.97 3.7 ng 220343 6 24.99 1177110 20.0
Triacontane 24 .93 2.6 ng 154342 6 24.99 1177110 20.0
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