LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126703.D

Acqg On : 26 Jan 2022 22:45
Operator : CG/JU

Sample : N1266-08

Misc :

ALS Vvial : 26 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126703.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.304 29 37 44 rVB 469582 615058 14.66% 1.927%
2 5.192 523 528 534 rVB 143546 170196 4.06% 0.533%
3 5.575 588 593 596 rBV 4187045 3967148 94.54% 12.429%
4 6.569 756 762 765 rBV 3971061 4196112 100.00% 13.147%
5 6.951 824 827 831 rVB 1155787 1042869 24.85% 3.267%

6 7.516 918 923 926 rBV 2879773 2669080 63.61%

7 8.128 1024 1027 1038 rBV 63855 74336 1.77%

8 8.233 1041 1045 1049 rBV 1425532 1392965 33.20%

9 9.316 1223 1229 1232 rBV 4411707 4111883 97.99% 1
9.386 1236 1241 1243 rBV 58503 50611 1.21%

ONPMO®
w
o}
A
R

11 9.857 1318 1321 1325 rVB 82459 63400 1.51%
12 9.998 1341 1345 1348 rBV 1787546 1549603 36.93%
13 10.786 1475 1479 1482 rBV 2678284 2285158 54.46%

O h~NPO
=
(o))
(o]
B

14 11.486 1594 1598 1601 rBV 1739591 1538773 36.67% 821%
15 11.510 1601 1602 1606 rVB 130318 86464  2.06% 271%
16 12.098 1699 1702 1705 rBV2 40882 46366 1.10% 0.145%
17 12.704 1802 1805 1809 rVB 297316 240929 5.74% ©.755%
18 12.933 1839 1844 1848 rBV 332499 312703  7.45% ©.980%
19 13.080 1864 1869 1872 rBV 3823168 3382143 80.60% 10.597%
20 13.151 1878 1881 1885 rBv4 35764 51286 1.22% 0.161%
21 13.368 1915 1918 1921 rVB 56994 46563 1.11% ©.146%
22 13.768 1983 1986 1990 rVB 38286 42482 1.01% ©0.133%
23 13.886 1999 2006 2008 rBV2 33393 51329 1.22% 0.161%
24 13.980 2018 2022 2032 rVB5 96690 212476 5.06% ©.666%
25 14.133 2040 2048 2051 rBV2 1032124 1140076 27.17% 3.572%
26 14.162 2051 2053 2058 rVB 179575 168436 4.01% ©.528%
27 14.521 2110 2114 2118 rVB2 55526 58353 1.39% ©.183%
28 14.904 2175 2179 2187 rBV 132854 177895 4.24% ©.557%
29 15.004 2192 2196 2200 rBV3 63327 79386 1.89%  0.249%
30 15.204 2225 2230 2233 rBV2 154493 246867 5.88% 0.773%
31 15.315 2246 2249 2254 rBV 46986 55769 1.33% 0.175%
32 15.521 2280 2284 2290 rVB 122785 151328 3.61% 0.474%
33 15.586 2290 2295 2301 rVB2 182156 245706 5.86% 0.770%
34 15.656 2302 2307 2311 rBV 723017 941138 22.43%  2.949%
35 15.886 2342 2346 2354 rVB7 20522 46202 1.10% 0.145%
36 17.033 2534 2541 2549 rVB7 19613 50713 1.21% 0.159%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126703.D

Acqg On : 26 Jan 2022 22:45
Operator : CG/JU

Sample : N1266-08

Misc

ALS Vvial : 26 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.203 2563 2570 2580 rVB3 76004 164137 3.91% 0.514%
38 17.462 2610 2614 2629 rVB6 20763 53800 1.28% ©0.169%
39 17.674 2643 2650 2657 rBV3 63897 137628 3.28% 0.431%

Sum of corrected areas: 31917367
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 26 Jan 2022 22:45
: CG/IU
: N1266-08

. 26

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
BF126703.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126703.D

Acqg On : 26 Jan 2022 22:45
Operator : CG/JU

Sample : N1266-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.304 11.80 ng 615058 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance  Scan 37 (2.304 min): BF126703.D\data.ms (-29) (-) m/z 73.10 100.00%

3.1
5000
43.0 87.1

.
220 240 2.60
Ll 9.1 |

e e R e e e e e m/z 43,85 27.55%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 LI L L B B L B A |
220 240 2.60
43.0 o
87.0 m/z 87.10  23.94%
29.0
0 | o ||
O\\‘\\\\‘\\\\‘\\f\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SN S I
220 240 2.60
5000 41.0 55.0 ITI z 55.10 21.81%
27.0
0 I ‘ ‘ 112.0 129.0
H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u“u‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 \
Abundance #4994: Pentane, 3-methoxy- N
73.0 220 240 2.60

m/z 71.10 11.60%

5000
45.0
29.0
oL 590 ] 101.0

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126703.D

Acqg On : 26 Jan 2022 22:45
Operator : CG/JU

Sample : N1266-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.192 3.26 ng 170196 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 528 (5.192 min): BF126703.D\data.ms (-523) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 P P
83.0 4.80 5.00 5.20 5.40 5.60
Ot PR m/z 59.10 64.71%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LA B I
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.10  21.77%
101.
2ro 83.0 0‘ 0
O \\\,\“w”\w“‘i\\‘i‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R R SRREEEE
4.80 5.00 5.20 5.40 5.60
5000 2410 m/z 58.00 18.48%
126.0
ol Al L 12503450
miz--> 20 40 60 80 100 120 140
Abundance #4989: Butane, 1-ethoxy- Rmaas A maR s o
59.0 4.80 5.00 5.20 5.40 5.60
31.0 m/z 41.00 9.71%
5000
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126703.D

Acqg On : 26 Jan 2022 22:45
Operator : CG/JU

Sample : N1266-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2- Chloropropionic acid, oc... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.980 3.73 ng 212476  Chrysene-di12 14.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 64
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 64
3 1-Heptacosanol 396 C27H560 002004-39-9 64
4 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 64
5 1-Tricosene 322 C23H46 018835-32-0 60

Abundance Scan 2022 (13.980 min): BF126703.D\data.ms (-2018) (- m/z 57.10 100.00%

57.
230.1
5000
—
‘ ‘ 14.00
0 (L ‘\ \MHQ 171, \“M e m/z 83.05 91.58%
m/z--> 50 100 150 20 O 250 300 350
Abundance #269867: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
5000 T
14.00
m/z 55.00 88.07%
ol Lk
miz--> 50 100 150 200 250 300 350
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
—
97.0 14.00
5000 m/Z 43.05 83.57%
169.0 238.0
P L MM
m/z--> 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol —
57.0 97.0 14.00
m/z 69.00 82.44%
5000
9.0
0 h\\‘ \M $mm10&20%4OWG0 378.(
il A, e T T e T —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126703.D

Acqg On : 26 Jan 2022 22:45
Operator : CG/JU

Sample : N1266-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.904 3.78 ng 177895  Perylene-d12 15.656
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 80
2 Octadecanamide 283 C18H37NO 000124-26-5 60
3 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 53
4 Decanamide- 171 C1OH21NO 002319-29-1 50
5 7-Nonenamide 155 C9H17NO 090949-53-4 46
Abundance Scan 2179 (14.904 min): BF126703.D\data.ms (-2175) (- m/z 59.00 100.00%
59.0
5000 AMM
97.0 LT
(280 1782 2212 266.1 15.00
0L— s ESTESTELI ‘§§ ] m/z 72.00 70.98%
miz-> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T
15.00
m/z 55.05 48.70%
27.0 98.0
ol L“ U ‘\HH “\L“\;Mh‘ ‘HW W ‘\%4:10'(‘)\‘ ‘18‘4"0‘ : ‘2‘38‘0‘ : 2‘8“1‘0‘
miz--> 50 100 150 200 250
Abundance #177478: Octadecanamide
59.0
——
15.00
5000 m/z 69.05 34.01%
270 || | §701280 1100 2000 2830
it R R R
miz--> 50 100 150 200 250
Abundance #8845: Pentanamide, 4-methyl- —
59.0 15.00
m/z 41.00 33.13%
5000
27. o” 100.0
ob—1 “w et —r—
m/z--> 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126703.D

Acqg On : 26 Jan 2022 22:45
Operator : CG/JU

Sample : N1266-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.521 3.22 ng 151328 Perylene-di2 15.656
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 98
2 Benzo[e]pyrene 252 C20H12 000192-97-2 97
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93

Abundance Scan 2284 (15.521 min): BF126703.D\data.ms (-2280) (-  m/z 252.10 100.00%

252.1
5000

125.1 1550 f
39.1  87.0 164.9193,0 224.1 283.( 8
o_WWWWwl‘wlhwm_mwwWm_ 2931 m/z 250.10  28.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138552: Perylene
252.0
5000 IL 1
1550
126.0 m/z 253.05 22.88%
ol...50.0 87.0 \H 174.0 2240M
‘HH‘HH‘HH‘H\\‘HH‘HH‘\\H‘HH‘HH‘\H\‘HH‘\ \‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138554: Benzo[e]pyrene
252.0 f)\
e ‘
15.50
5000 ITI/Z 125.10 . %
125.0
oL 500 830 | 1740 2240 |
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138565: Benzol[K]fluoranthene
252.0 15.50
m/z 126.10 .52%
5000
126.0
69.0 H “ 224.0 M
O et rprrbrde e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126703.D

Acqg On : 26 Jan 2022 22:45
Operator : CG/JU

Sample : N1266-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.304 11.8 ng 615058 1 6.957 1042870 20.0
2-Pentanone, 4-... 5.192 3.3 ng 170196 1 6.957 1042870 20.0
2- Chloropropio... 13.980 3.7 ng 212476 5 14.133 1140080 20.0
9-Octadecenamid... 14.904 3.8 ng 177895 6 15.656 941138 20.0
Perylene 15.521 3.2 ng 151328 6 15.656 941138 20.0
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