LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM121818\
Data File : BM018280.D
Aca On : 18 Dec 2018 20:36 Instrument :
Operator : JU/SJ EFAﬁg el

- _ lentosampleld :
a?zgle : J6377-19 P001-SD007-0006-01
ALS Vial : 11 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 M\METHODS\8270-BM121518 .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 3.363 77 81 89 rBv 41345 58685 1.33% 0.165%
2 4.681 300 305 311 rBV 87831 119027 2.69% 0.334%
3 5.122 374 380 392 rBVY 2693947 3711716 83.94% 10.423%
4 6.693 640 647 661 rBY 2507713 4100011 92.72% 11.513%
5 7.028 697 704 714 rBVY 2718785 4108484 92.91% 11.537%

7.487 771 782 791 rBV 506721 789347 17.85% 2.217%
7.798 828 835 848 rBV 1930919 2943650 66.57% 8.266%
8.645 972 979 1003 rBV 1418302 2374950 53.71% 6.669%
1245 1252 1271 rBV 551114 1009799 22.84% 2.836%
12.751 1670 1677 1693 rBVY 3037636 4422052 100.00% 12.417%

=
QOO ~NO®
=
o
N
a1
=

11 13.622 1818 1825 1836 rBV 135153 228962 5.18% 0.643%
12 14.145 1908 1914 1931 rVB2 739774 1133528 25.63% 3.183%
13 15.651 2164 2170 2186 rBV 1914319 2796717 63.24% 7.853%
14 16.910 2378 2384 2397 rBV 705530 1066669 24.12% 2.995%
15 17.821 2534 2539 2547 rBV 133855 205482 4._.65% 0.577%

16 19.115 2755 2759 2765 rBV3 56061 84967 1.92% 0.239%
17 19.562 2830 2835 2845 rBV 2883444 3591455 81.22% 10.085%
18 20.856 3051 3055 3061 rBvV 176571 257427 5.82% 0.723%
19 21.133 3097 3102 3113 rBV 852535 1191083 26.94% 3.345%
20 21.745 3203 3206 3212 rVB5 113877 169879 3.84% 0.477%

21 22.156 3274 3276 3279 rBvV4 48543 51273 1.16% 0.144%
22 23.292 3463 3469 3479 rBV 664710 1197012 27.07% 3.361%

Sum of corrected areas: 35612175
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018280.D

Aca On : 18 Dec 2018 20:36

Operator : JU/SJ

ﬁ?gg le J6377-19 P001-SD007-0006-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018280.D
3000000

5.12 7.03

2500000 6.69

2000000 7.80
1500000 8.65
1000000

10.25
500000 7:49

3.36 4.68

L e L

I T
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50

Abundance TIC: BM018280.D
3000000 12,75 19.56

T T
10.00 10.50 11.00 11.50

2500000

2000000 15.65

1500000

1000000

14.15 16.91

500000

13.62 17.82 1912

Time--> 12.00 1250 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

Abundance TIC: BM018280.D
3000000

2500000
2000000
1500000

1000000 21.13 23.29

500000
20.86 21.74 22.16 A

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018280.D

Aca On : 18 Dec 2018 20:36

Operator : JU/SJ

3?22 le J6377-19 P001-SD007-0006-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.68 3.02 ng 119027 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 42
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 37
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 28

Abundance Scan 305 (4.681 min): BM018280.D (-300) (-) m/z 43.10 100.00%
a3 50
5000
101
R R RS
83 440 460 4.80 5.00
...,....,....,....','!:..??.!.'i....,....,.-...,....-,...., m/z 59.10 78.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L U L I UL
59 440 460 480 5.00
m/z 101.10 33.72%
25 3 37 , 83 g3 M1
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #248: Guanidine
43 59
440 4.60 480 500
5000 18 m/z 58.10 17.92%
28
12 | 1, ‘
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #8126: 2-Hexanol, 2-methyl- R m
59 440 4.60 4.80 5.00
m/z 41.00 10.58%
5000
43 101
31
sl sl e e
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018280.D

Aca On : 18 Dec 2018 20:36

Operator : JU/SJ

3?22 le J6377-19 P001-SD007-0006-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.03 Concentration Rank 1

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

7.03 104.10 ng 4108480 1,4-Dichlorobenzene-d4 7.49
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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10

Abundance Scan 704 (7.028 min): BM018280.D (-697) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.60 6.80 7.00 7.20 7.40
54 . . . :
T g7 2% m/z 68.10  45.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LRI UL IR

6.60 6.80 7.00 7.20 7.40
m/z 134.00 32.97%

31
...,...."-,:.'!.,.:..,....,....,..-.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
AR L
6.60 6.80 7.00 7.20 7.40
5000 97 m/z 66.10 31.22%
340 D
‘ |1 L \86 1 116 1
e TR B e o I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- R R
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 20.35%
5000
15 28 39 52 O 77 90 104,45 |
T e T T T T T T e RREms s
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018280.D

Aca On : 18 Dec 2018 20:36

Operator : JU/SJ

3?22 le J6377-19 P001-SD007-0006-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.82 3.85 ng 205482 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 59
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Tridecanoic acid 214 C13H2602 000638-53-9 47
Abundance Scan 2539 (17.821 min): BM018280.D (-2534) (-) m/z 73.05 100.00%
78
55
41
5000 129
97

us | 187579185 23 o - 17.60 17.80 18.00 18.20
- m/z 55.10 67.68%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid

BT

9

50007 29 256

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

17.60 17.80 18.00 18.20
m/z 60.00 64.28%

21
1431571711851 g

A
LA L L L L L L L L

17.60 17.80 18.00 18.20
m/z 41.10 58.46%

5000

m/z--> 20 4IO 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid

73 17.60 17.80 18.00 18.20
43 m/z 57.10 56.92%

5000 129

. 185 228
115
T ‘ | H‘H T ml ﬁ‘oj- 143 15717‘1 ‘\ 199213 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

29
\‘ |
1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018280.D

Aca On : 18 Dec 2018 20:36

Operator : JU/SJ

3?22 le J6377-19 P001-SD007-0006-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.86 4.32 ng 257427 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 92
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 74
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 74
5 1-Docosene 308 C22H44 001599-67-3 64
Abundance Scan 3056 (20.862 min): BM018280.D (-3051) (-) m/z 83.05 100.00%
5000 k
139 179 207 51 281 307 357 401 429 20.60 20.80 21.00 21.20
m/z 57.05 97 .28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 UM IR AR
29 11 20.60 20.80 21.00 21.20
m/z 69.10 91.09%
J ] | l |139 167 106 224 252 280
m/z--> éo 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69 ER RS BN SUNIE B
97 20.60 20.80 21.00 21.20
5000 m/z 43.05 89.78%
125
J (| A nl A15‘3 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester L o
43 20.60 20.80 21.00 21.20
m/z 55.05 86.97%
69 A'”LA/\/\
5000
97
LA || f [*° 154 183 204 252
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121818\

Data File : BM018280.D

Aca On : 18 Dec 2018 20:36

Operator : JU/SJ

3?22 le J6377-19 P001-SD007-0006-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 12-Bromo-1-dodecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.74 2.85 ng 169879 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Bromo-1-dodecanol 264 C12H25Br0O 003344-77-2 59
2 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 58
3 Cvclohexadecane 224 C16H32 000295-65-8 43
4 3-Hexene. 3-ethvl-2.5-dimethvl- 140 C10H20 062338-08-3 43
5 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 43
Abundance Scan 3205 (21.739 min): BM018280.D (-3203) (-) m/z 83.10 100.00%
2000 \fkhwwxﬂﬁAwwJ\vwwmwwrwaV¥
193176 g00 e, 285 @8 371397 43 || 2140 2160 2180 2200
m/z 69.10 90.06%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #96463: 12-Bromo-1-dodecanol
689
97
41
5000 LN B SURBURE SO BULRAE
148 mmmmmmnm
m/z 97.10 88.96%
ash IR L 42 | TS 200e
miz--> 0 50 100 150 200 250 300 350 400
Abundance #6616: Cyclopentane, 1,1,3-trimethyl-
55
83 21:40 21.60 21.80 22.00
5000 m/z 55.10 64 .48%
27
| ‘ | 1#
s 8 B ate 1o 20 2o a0 mo  ao
Abundance #72491: Cyclohexadecane R B
55 g3 21.40 21.60 21.80 22.00
m/z 57.10 61.99%
5000
29 111
LLLLLL 558 v 10 22
miz--> 0 % 1& ﬁo ﬂ)zm ﬁo ﬁ)4® mmmmmmnm '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121818\

Data File : BM018280.D

Acq On : 18 Dec 2018 20:36

Operator : JU/SJ

3?22 le J6377-19 P001-SD007-0006-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.68 3.0 ng 119027 1 7.49 789347 20.0
unknown7 .03 7.03 104.1 ng 4108480 1 7.49 789347 20.0
n-Hexadecanoic acid 17.82 3.9 ng 205482 4 16.91 1066670 20.0
3-Eicosene, (E)- 20.86 4.3 ng 257427 5 21.13 1191080 20.0
12-Bromo-1-dodecanol 21.74 2.9 ng 169879 5 21.13 1191080 20.0
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