LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41621\
Data File : BGO48734.D

Acqg On : 16 Apr 2021 21:28
Operator : CG/JU

Sample : M2041-02

Misc :

ALS Vvial : 11 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_G\METHODS\8270-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48734.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.141 301 307 312 rBV 12927 17809 1.40% 0.277%
2 5.623 383 389 400 rVB 286466 456384 35.92% 7.095%
3 7.239 657 664 674 rBV 302977 532961 41.95% 8.285%
4 8.079 799 807 813 rvB2 88017 145453 11.45%  2.261%
5 9.248 999 1006 1014 rBV 195302 342160 26.93% 5.319%

6 10.905 1280 1288 1295 rBV 113378 204910 16.13% 3.186%
7 13.355 1697 1705 1711 rBV 499541 742234 58.42% 11.539%
8 14.177 1842 1845 1851 rVB3 10923 15766 1.24%  ©.245%
9 14.736 1934 1940 1947 rVB2 185463 284350 22.38% 4.420%
10 16.228 2186 2194 2206 rBV2 435032 655832 51.62% 10.196%

11 17.491 2402 2409 2415 rBV 260385 386851 30.45% 6.014%
12 18.373 2554 2559 2563 rBV3 20365 31806 2.50% 0.494%
13 19.136 2684 2689 2693 rBvV2 43247 56108 4.42% 0.872%
14 19.219 2698 2703 2708 rBV6 9732 14627 1.15% 0.227%
15 19.542 2753 2758 2765 rBV4 19340 28315 2.23% 0.440%
16 19.906 2817 2820 2826 rBV5 8461 13568 1.07% 0.211%
17 20.106 2848 2854 2859 rBV 992839 1270542 100.00% 19.752%
18 20.776 2964 2968 2973 rVB2 16909 27457 2.16% 0.427%
19 20.993 3001 3005 3010 rBV 54642 75157 5.92% 1.168%
20 21.375 3064 3070 3072 rBVe 10202 19569 1.54% 0.304%
21 21.410 3072 3076 3086 rVvVv4 63315 109333 8.61% 1.700%
22 21.498 3086 3091 3098 rVB2 13087 22212 1.75% 0.345%
23 21.792 3133 3141 3153 rBv2 261838 429840 33.83% 6.682%
24 21.980 3169 3173 3178 rVB5 11130 13929 1.10% 0.217%
25 22.991 3341 3345 3348 rBV5 8326 13155 1.04% 0.205%
26 23.320 3393 3401 3407 rVB1oO 9269 19131 1.51% 0.297%
27 23.519 3430 3435 3441 rBV7 13584 26676 2.10% 0.415%
28 25.135 3698 3710 3719 rBV2 139662 419842 33.04% 6.527%
29 26.334 3912 3914 3920 rVB6 7828 14086 1.11% 0.219%
30 31.551 4799 4802 4810 rVBS 17917 42500 3.35% 0.661%
Sum of corrected areas: 6432563
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48734.D

Acqg On : 16 Apr 2021 21:28
Operator : CG/JU

Sample : M2041-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048734.D\data.ms
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Abundance TIC: BG048734.D\data.ms
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Abundance TIC: BG048734.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48734.D

Acqg On : 16 Apr 2021 21:28
Operator : CG/JU

Sample : M2041-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.141 2.45 ng 17809 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butanal, 3-methyl-, oxime 101 C5H11NO 000626-90-4 9

Abundance Scan 307 (5.141 min): BG048734.D\data.ms (-301) (-) m/z 43.10 100.00%

3.1
59.0
5000
101.0
731 4.80 5.00 5.20 5.40
Obererererrerererl sl Ll mjz s9.e0  66.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A N
5000 U B N A B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.00  23.40%
O \\\‘\f‘f‘f‘\\fﬁﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0
e
21.0 4.80 5.00 5.20 5.40
5000 m/z 58.10 12.82%
86.0
Obrerrrrrrprrrprrrr bt e 20 e 20L0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40
m/z 39.10 11.32%
5000
101.0
15.0 58.0
ok 280 Al 1 700 840 PRIV SO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48734.D

Acqg On : 16 Apr 2021 21:28
Operator : CG/JU

Sample : M2041-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl9.136 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.136 2.90 ng 56108 Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 45
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
3 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 35
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 27
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 25

Abundance Scan 2689 (19.136 min): BG048734.D\data.ms (-2684) (- m/z 57.10 100.00%
57.1

‘ A TR T
19.00 19.50
169.3
0b— ! . m‘;‘ bl CTVAE0 L wyz 97.05  44.27%
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000
19.00 19.50
113.0 m/z 113.10 40.76%
O ‘M\“\‘ ‘\‘h“\“’ \““\ T ‘1\6§(\)\ L B B B B
miz--> 50 100 150 200 250 300
Abundance #54934: Octane, 2-bromo-
57.0
19.00 19.50
5000 m/z 55.10  34.60%
113.0
ol bbb, L 1490 1820
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate v ——
57.0 19.00 19.50
m/z 83.10 27.71%
5000
97.0
169.
0150 “\ ‘\ L 1310 1990 570 3114
L B e A e
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48734.D

Acqg On : 16 Apr 2021 21:28
Operator : CG/JU

Sample : M2041-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.993 3.50 ng 75157 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 72
2 Cyclohexane, 1,1'-[1,2-bis(1,1-d... 386 C22H42 065149-85-1 37
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
4 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 16
5 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 16
Abundance Scan 3005 (20.993 min): BG048734.D\data.ms (-3001) (-  m/z 57.05 100.00%
57.0
97.0
5000
1 ‘ 169.2 21.00
*=207.0 280.9 '
S W O GO L= L S
mlz--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 M\ e !
21.00
113.0 m/z 113.10 51.37%
[ ‘M\“\“\‘h“\“‘ \““\ T ‘1\6§\0\ LB L e
miz--> 50 100 150 200 250 300 350
Abundance #149986: Cyclohexane, 1,1'-[1,2-bis(1,1-dimethylethyl)-1,
57.0
21.00
5000 97.0 m/z 55.10 36.83%
153.0
| 1930 2490
ol L LT A
miz--> 50 100 150 200 250 300 350
Abundance #54934: Octane, 2-bromo- 7
57.0 21.00
m/z 83.05 27.50%
5000
113.0
ol h . asto1e20
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48734.D

Acqg On : 16 Apr 2021 21:28
Operator : CG/JU

Sample : M2041-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Trichloroacetic acid, dodec... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.410 5.9 ng 109333 Chrysene-di2 21.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, dodecyl ester 330

C14H25C1302

074339-50-7 80

2 1-Nonadecene 266 C19H38 018435-45-5 74
3 2- Chloropropionic acid, pentade... 318 C18H35C102 1000292-44-1 64
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 64
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 60

Abundance Scan 3076 (21.410 min): BG048734.D\data.ms (-3072) (- m/z 83.10 100.00%

83.1
5000
— AN
39,0 3.1 221.1266.1 21.50
oy— ! m/z 43.05  99.54%
mlz--> 50 100 150 200 250 300 350 400
Abundance #168761: Trichloroacetic acid, dodecyl ester
43.0
7.0
5000 L
21.50
m/z 57.05 98.42%
168.02130
0 .
m/z--> 50 100 150 200 250 300 350 400
Abundance #115904: 1-Nonadecene
57.0
—
21.50
5000 111.0 m/z 55.05 93.74%
‘ 266.0
67.0
0 HU‘w‘m“,‘!L“‘w‘l‘% 2229 ““
miz--> 50 100 150 200 250 300 350 400
Abundance  #159663: 2- Chloropropionic acid, pentadecyl ester copo
57.0 21.50
m/z 69.05 90.55%
5000 11.0
WAL, 20, s
O L W e e e il —
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48734.D

Acqg On : 16 Apr 2021 21:28
Operator : CG/JU

Sample : M2041-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown31.551 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
31.551 2.02 ng 42500 Perylene-di2 25.135
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Bromononaldehyde 220 C9H17Bro 124388-97-2 10
2 Ethanone, 1-(4,5-dihydro-5,5-dim... 217 C13H15NO2 042812-87-3 9
3 1-(4-Acetamidoanilino)-3,7-dimet... 369 C22H19N50 299200-97-8 9
4 L-Histidine, N-[(2,4-dichlorophe... 357 C14H13C12N304 ©50649-03-1 7
5 3.alpha.,4.alpha.-Epoxymurolan-9... 236 C15H2402 1000140-33-2 7
Abundance Scan 4802 (31.551 min): BG048734.D\data.ms (-4799) (- m/z 55.10 100.00%
55.1
L i
|
0 “ m/z 43.10 62.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77868: 9-Bromononaldehyde
55.0
5000 ——
31.50
222.0 o
‘ 139.0 H m/z 119.00  58.45%
O‘ﬁumh\hu“\n‘m‘ \“h \‘”\H‘\ " \‘\ ‘M\‘ ‘M‘\H‘ - R s S
m/z--> 50 100 150 200 250 300 350 400
Abundance #74951: Ethanone, 1-(4,5-dihydro-5,5-dimethyl-3-phenyl-
43.0
160.0 31.50
5000 m/z 71.10 52.68%
‘ TO ‘ 217.0
I
miz--> 50 100 150 200 250 300 350 400
Abundance #196207: 1-(4-Acetamidoanilino)-3,7-dimethylbenzo[4,5]il
43.0 31.50
m/z 175.20  49.60%
5000
2080 326.0369'0
olubuuft0 1000 2080  ae30 || |
m/z--> 50 100 150 200 250 300 350 400 31.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48734.D

Acqg On : 16 Apr 2021 21:28
Operator : CG/JU

Sample : M2041-02

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.141 2.5 ng 17809 1 8.079 145453 20.0
unknown19.136 19.136 2.9 ng 56108 4 17.491 386851 20.0
2,4,4,6,6,8,8-H... 20.993 3.5 ng 75157 5 21.792 429840 20.0
Trichloroacetic... 21.410 5.1 ng 109333 5 21.792 429840 20.0
unknown31.551 31.551 2.0 ng 42500 6 25.135 419842 20.0
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