LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033684.D

Aca On : 9 Apr 2018 17:16

Operator : SJ/JU

Sample : J2282-01

Misc :

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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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

3.475 25 32 43 rBvV2 72632 157853 4.14% 0.787%
3.569 43 48 58 rvB 59801 96053 2.52% 0.479%
rBv 44846 81082 2.13% 0.404%
6.284 503 510 534 rBV 808124 1598095 41.95% 7.964%
7.970 790 797 813 rBV 816311 1739564 45.67% 8.669%
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8.369 859 865 890 rBvV 785848 1627594 42.73% 8.111%
8.863 942 949 959 rBvV2 97315 230017 6.04% 1.146%
9.192 995 1005 1021 rBV 584993 1167976 30.66% 5.821%
10.056 1143 1152 1172 rBV 446996 1030282 27.05% 5.134%
11.742 1431 1439 1452 rBV 153548 327797 8.61% 1.634%

=
QO ~NO®

11 14.104 1828 1841 1858 rBV 1345402 2303575 60.47% 11.480%
12 14.897 1969 1976 1984 rBV 124675 207096 5.44% 1.032%
13 15.473 2068 2074 2085 rBV3 296571 519628 13.64% 2.590%
14 16.237 2200 2204 2209 rVB 31998 43499 1.14% 0.217%
15 16.948 2318 2325 2344 rBV 1349492 2251228 59.10% 11.219%

16 17.094 2346 2350 2359 rVB 31917 55554 1.46% 0.277%
17 18.205 2531 2539 2551 rBV 440421 742162 19.48% 3.699%
18 19.004 2670 2675 2688 rBV 108727 176969 4._.65% 0.882%
19 20.725 2961 2968 2980 rBV 2703000 3809171 100.00% 18.983%
20 22.065 3190 3196 3209 rBV2 123875 232461 6.10% 1.158%

21 22.547 3269 3278 3291 rBV 441309 879278 23.08% 4._.382%
22 26.313 3908 3919 3930 rBV3 241300 789350 20.72% 3.934%

Sum of corrected areas: 20066284
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033684.D

Aca On : 9 Apr 2018 17:16

Operator : SJ/JU

Sample : J2282-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033684.D

2500000

2000000

1500000

1000000
6.28 7.97 8.37

500000 10.06

33187 577 8.86 11.74

e L b

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG033684.D

20.73
2500000

2000000

1500000 14.10 16.95

1000000

500000 18.20 22.55
15.47

22.07
14.90 16.24 LILOQ 19.00
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Time--> 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: BG033684.D
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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:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033684.D

Aca On : 9 Apr 2018 17:16

Operator : SJ/JU

Sample : J2282-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 8.35 ng 96053 1,4-Dichlorobenzene-d4 8.86
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 48 (3.569 min): BG033684.D (-43) (-) m/z 72.95 100.00%
73
5000 43
LA UL N L N
340 360 3.80 4.00
...J‘,.:.|.,..1.3?,....,.21.8.. el Tm/Zz 43.00  40.54%

) | .
mz--> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-

73

5000 LI L L L L LB L ) B
43 3.40 3.60 3.80 4.00
m/z 87.00 27 .56%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73
T I L I LB I I‘I L I T
3.40 3.60 3.80 4.00
5000 43 m/z 55.00 27 .49%
T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 M
Abundance #8392: 3-Pentanol, 2,4-dimethyl- e
73 3.40 3.60 3.80 4.00

m/z 71.00 10.72%

5000
43
ﬁ?\wh\ 98 N AN

T | T T T
m/z--> 0 50 100 150 200 250 300 350 400 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033684.D

Aca On : 9 Apr 2018 17:16

Operator : SJ/JU

Sample : J2282-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.77 7.05 ng 81082 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 25
4 Tetraalvme 222 C10H2205 000143-24-8 25
5 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 25

Abundance Scan 423 (5.772 min): BG033684.D (-417) (-) m/z 43.00 100.00%
43
59
5000
101
540 5.60 5.80 6.00 6.20
....,....',':..:|,..7.3.f‘.3...~,|....,....,....,....,?8.7.. m/z 59.00 60.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L L L
59 5.40 5.60 5.80 6.00 6.20
m/z 101.00 20.84%
15 4 101
83
| Ll L I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
43
- 540 560 580 6.00 6.20
5000 m/z 58.00 20.39%
29 101
15 73 83
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59 540 5.60 5.80 6.00 6.20
m/z 41.00 12.84%
5000 101
27 42 116
""I'M“'wh"”P'?%IQQ"I""I""I"”I""I""
m/z--> 20 40 60 80 100 120 140 160 180 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033684.D

Aca On : 9 Apr 2018 17:16

Operator : SJ/JU

Sample : J2282-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.37 Concentration Rank 1

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

8.37 141.52 ng 1627590 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17

Abundance Scan 865 (8.369 min): BG033684.D (-859) (-) m/z 131.95 100.00%
132
1 /\\
5000
75 % ‘ 8.00 8.0 840 8.60 8.80
104
..,....,....,...:!" 47" Shil |,..':-.,..E??,...'.,....,1.1?..,....,~'...,.. m/z 68.00 52.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NS RARAS AR AR
8.00 8.20 840 860 8.80
78 m/z 66.00 35.62%
H

SRS S| T WU NSNS | SSN_— 1 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132 /L

8.00 8.20 8.40 8.60 8.80

5000 97 m/z 134.00 32.65%
70
31
4451 60 1 77 gg 105 116
wwwwmwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-

132 8.00 820 8.40 8.60 8.80

m/z 69.00 22 .98%

5000
63 90 104
S R A A € -

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033684.D

Aca On : 9 Apr 2018 17:16

Operator : SJ/JU

Sample : J2282-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.00 4.77 ng 176969 Phenanthrene-d10 18.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2674 (18.998 min): BG033684.D (-2670) (-) m/z 73.00 100.00%
73
43
o
5000

213 18.60 18.80 19.00 19.20 19.40

o7 11573
| 143157 185199

256
I 227 297 | "'m/z 60.00 78.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 IR o e S

18.60 18.80 19.00 19.20 19.40
m/z 42.95 77.77%

143157171

!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

73

43 57 18.60 18.80 19.00 19.20 19.40

m/ 41.00 65.91%
5000 129 z 0

29 185 228
87 115
143 166

199513
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #72647: Tridecanoic acid
73 18.60 18.80 19.00 19.20 19.40
43 m/z 55.00 65.15%
5
5000 129
7 115 171
214
‘ T ‘ 143157 ‘
,.z 1) X S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033684.D

Aca On : 9 Apr 2018 17:16

Operator : SJ/JU

Sample : J2282-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.07 5.29 ng 232461 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 97
3 1-Nonadecene 266 C19H38 018435-45-5 97
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance _ Scan 3197 (22.071 min): BG033684.D (-3190) (-) m/z 55.05 100.00%

15

5000

21.80 22.00 22.20 22.40
m/z 43.00 98.72%

139

182 211 244 265283 327

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LB DL L L L
21.80 22.00 22.20 22.40
29 m/z 57.00 97.07%
J‘\“ 139 167 196 223 252 280
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
21.80 22.00 22.20 22.40
5000 111 m/z 82.95 94 .80%

266
139 168 194210 238
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #115906: 1-Nonadecene
43 97 21.80 22.00 22.20 22.40
69 m/z 97.10 88.59%
5000
2 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
Data File : BG033684.D

Acq On : 9 Apr 2018 17:16

Operator : SJ/JU

Sample - J2282-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 3.57 8.3 ng 96053 1 8.86 230017 20.0
2-Pentanone, 4-hy... 5.77 7.0 ng 81082 1 8.86 230017 20.0
unknown8 .37 8.37 141.5 ng 1627590 1 8.86 230017 20.0
n-Hexadecanoic acid 19.00 4.8 ng 176969 4 18.20 742162 20.0
5-Eicosene, (E)- 22.07 5.3 ng 232461 5 22.55 879278 20.0
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