LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044499.D

Aca On 19 Feb 2020 21:23 Instrument :

Operator : CG/JU ?:'I\:gﬁ(t;Sam ol

agmple : L1558-04 MBQCOMP%CA
isc :

ALS Vial : 13 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-BG013020.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 5.470 398 405 424 rBV 757232 1253556 40.61% 7.755%
2 7.062 668 676 693 rBV 697613 1287625 41.72% 7.966%
3 7.890 810 817 824 rBV 184005 322068 10.43% 1.993%
4 8.214 862 872 881 rBV 602316 1059033 34.31% 6.552%
5 9.042 1005 1013 1030 rBV 414404 789097 25.57% 4.882%

10.693 1286 1294 1305 rBV 223588 438696 14.21% 2.714%
13.149 1705 1712 1726 rBV 1146247 1813886 58.77% 11.222%
13.431 1754 1760 1770 rBV 67003 114068 3.70% 0.706%
13.983 1848 1854 1866 rBVY 40287 71669 2.32% 0.443%
14.530 1940 1947 1960 rBV 399224 622016 20.15% 3.848%

=
QO ~NO®

11 16.022 2194 2201 2230 rBV 748938 1556938 50.44% 9.632%
12 17.274 2408 2414 2426 rBV 530553 838496 27.17% 5.188%
13 19.888 2853 2859 2873 rBV 2335170 3086574 100.00% 19.096%
14 21.193 3076 3081 3088 rBvV2 108691 222299 7.20% 1.375%
15 21.257 3089 3092 3101 rVB 33133 68195 2.21% 0.422%

16 21.516 3130 3136 3150 rBV2 603401 1008038 32.66% 6.236%
17 21.721 3167 3171 3177 rVB 56171 73076 2.37% 0.452%
18 22.303 3266 3270 3277 rBV 76319 128370 4.16% 0.794%
19 22.967 3378 3383 3392 rVB2 78352 145087 4._.70% 0.898%
20 23.737 3508 3514 3521 rVB2 70240 138743 4 _50% 0.858%

21 24.594 3651 3660 3675 rBV3 356834 1126131 36.48% 6.967%

Sum of corrected areas: 16163661
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG021920\

Data File : BG044499.D

Aca On : 19 Feb 2020 21:23

Operator : CG/JU

ﬁ?ggle i L1558-04 0169-COMP-BC-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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: BG044499.D

2000000

1500000

1000000

5.47 7.06

8.21
500000 9.04
789 10.69

T s o L T

Time--> 3.50 4.00 4.50 500 550 600 650 7.00 7.50 8.00 850 900 9.50 1000 10.50 1100 1150 1200 1250
Abundance TIC: BG044499.D

19.89

2000000

1500000

13.15

1000000

16.02
21.52

17.27
500000 14.53

13.43 1308 2341%6|lp172 2230
oA e e e e 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: BG044499.D

2000000

1500000

1000000

500000 24.59

T T T e T T T T T T T T e T T T T 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\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044499.D

Aca On : 19 Feb 2020 21:23

Operator : CG/JU

ﬁ?ggle i L1558-04 0169-COMP-BC-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.43 3.67 ng 114068 Acenaphthene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 58
3 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 53
4 Pvridine., 2-butvl-. l-oxide 151 C9H13NO 031396-32-4 53
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53

Abundance Scan 1760 (13.431 min): BG044499.D (-1754) (-) m/z 43.10 100.00%
48 109
5000 151
69 85
57
123 137 169 13.20 13.40 13.60 13.80
0...,....'||"..".|'|.'|.|'..",".l.'.l?.],.'l."l'.l'...'.'l....,..'..,....,...., m/z 109.10 81.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 LRI BN BULULN UL B
13.20 13.40 13.60 13.80
57 69 g5 m/z 151.10 51.88%
s 2Ll ] e |, 128 e 192 211
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
' 13.20 13.40 13.60 13.80
5000 151 m/z 41.10 21.64%
43
ol 15 27 54 65 0 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline
109 13.20 13.40 13.60 13.80
m/z 69.10 17.28%
5000
151
80
oL, 15 27 415365 | 92 | 122136 | o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80

8270-BG013020.

M Thu Feb 20 17:15:24 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044499.D

Aca On : 19 Feb 2020 21:23

Operator : CG/JU

ﬁ?ggle i L1558-04 0169-COMP-BC-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 3 Cyclopentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.19 4.41 ng 222299 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 87
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 83
4 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 74
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 70
Abundance Scan 3081 (21.193 min): BG044499.D (-3076) (-) m/z 57.10 100.00%
57
83
5000
05
H ! 207 20.80 21.00 21.20 21.40 21.60
3 341 : : : : :
o Woags e BT 2k s SR 10 90, 00%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55
83
5000 LRSI B DU BRI B
11 20.80 21.00 21.20 21.40 21.60
29 m/z 83.10 64 .52%
o |y oy 2 2P
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 20.80 21.00 21.20 21.40 21.60
5000 m/z 71.10 64 .19%
29 111
139 168 196 227 o
Ol T T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester e R ARa mas s s e
57 20.80 21.00 21.20 21.40 21.60
m/z 55.10 59.59%
5000
83
29 ‘ 111 283
ol il DM 130 169 210 238
m/z--> 50 100 150 200 250 300 350 20,80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044499.D

Aca On : 19 Feb 2020 21:23

Operator : CG/JU

Sample : L1558-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

0169-COMP-BC-A

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane

Concentration Rank 5

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

22.30 2.55 ng 128370 Chrysene-di12 21.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 3269 (22.297 min): BG044499.D (-3266) (-) m/z 57.10 100.00%
57
85
5000
e
113 22.00 22.20 22.40 22.60
| 141 169 207 241 265 355
ol b L 1 207 241265080 3% m/z 71.10 71.17%
miz--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 TT LI L L N L |
22100 2220 22.40 2260
‘ 113 m/z 43.10 64.67%
29 141
oL [ T P s s s 22
miz--> 50 100 150 200 250 300 350
Abundance
57
e
22.00 22.20 22.40 22.60
5000 a5 m/z 85.10 54.08%
113
oL, 38 141 169 197 239 267 294 323 352
P e e A e e
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane S AL B o et
57 22.00 22.20 22.40 22.60
m/z 55.10 24 .59%
o T \MM“AMWJWJm¢W]\wwmwv%wwmwmw
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
L e e el L e e=A e
miz--> 50 100 150 200 250 300 350 2200 22.20 22,40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044499.D

Aca On : 19 Feb 2020 21:23

Operator : CG/JU

ﬁ?ggle i L1558-04 0169-COMP-BC-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Docosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22 .97 2.88 ng 145087 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 3384 (22.973 min): BG044499.D (-3378) (-) m/z 57.10 100.00%
57
85
5000
13 22.60 22.80 23.00 23.20
141 169 : : : :
ol | A ll Loy 269, 211 239 265 205 341 m/z 71.10 78.22%
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57
5000 85 R UL SRR
22 60 22. 80 23. oo 23.20
113 m/z 43.10 65.40%
oL [T M, 183 o 239 067 S0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57
o 22.60 22.80 23.00 23.20
5000 m/z 85.10 60.25%
29 113
0 141 169 197 225 253 296
m/z--> §0 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane LA L L LB L L B
57 22.60 22.80 23.00 23.20
m/z 41.10 21.60%
- ] N\//\A'AAM/\MWW
29 i 13 14
ol b b T gt 169 w07 205 253 295 33 se7
m/z--> 50 100 m 200 250 300 m 2mmmmwmno
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044499.D

Aca On : 19 Feb 2020 21:23

Operator : CG/JU

ﬁ?ggle i L1558-04 0169-COMP-BC-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.74 2.46 ng 138743 Perylene-d12 24 .59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 91
Abundance Scan 3515 (23.742 min): BG044499.D (-3508) (-) m/z 57.10 100.00%

5000

5

23.40 23.60 23.80 24.00

341

197 239 282

0 m/z 71.10 80.49%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 TT[ T I T T[T I rr[rrrrrrrr1

23.40 23.60 23.80 24.00
m/z 43.10 66 .05%

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

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
B B e
23.40 23.60 23.80 24.00
5000 m/z 85.10 56.45%
99
ol_26 141 183 225 267 309 351 422
P T T T e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane R e
57 23.40 23.60 23.80 24.00
m/z 55.10 23.86%
o WWMA’MMW
JQQ
ol 26 | |77, 141 183 225 267 323 380
I RERa mar o e e e R RARREE S e e B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 40 23. 60 23 80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021920\

Data File : BG044499.D

Acg On : 19 Feb 2020 21:23

Operator : CG/JU

3?22'6 i L1558-04 0169-COMP-BC-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2,4,7,9-Tetrameth... 13.43 3.7 ng 114068 3 14.53 622016 20.0
Cyclopentadecane 21.19 4.4 ng 222299 5 21.52 1008040 20.0
Eicosane 22.30 2.5 ng 128370 5 21.52 1008040 20.0
Docosane 22.97 2.9 ng 145087 5 21.52 1008040 20.0
Tetratetracontane 23.74 2.5 ng 138743 6 24.59 1126130 20.0
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