LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\
Data File : BM018238.D
Aca On : 16 Dec 2018 22:12 Instrument :
Operator : JU/SJ EFAﬁg el

- _ lentosampleld :
a?zgle : J6386-08 P001-SS005-1824-01
ALS Vial : 20 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 94 rBvV 88398 121053 2.09% 0.264%
2 4.687 301 306 315 rBV 101707 147524 2.55% 0.322%
3 5.128 375 381 394 rBVY 3017618 4227241 73.10% 9.218%
4 6.698 641 648 662 rBY 2703644 4544053 78.58% 9.909%
5 7.040 698 706 717 rBV 3244189 4971632 85.97% 10.842%

7.492 774 783 792 rBV 535114 856621 14.81% 1.868%
7.810 830 837 846 rBV 2201084 3376378 58.39% 7.363%
8.657 971 981 998 rBV 1749522 2887463 49.93% 6.297%
10.263 1246 1254 1271 rBV 643950 1153860 19.95% 2.516%
12.763 1672 1679 1692 rBV 3658894 5487957 94.90% 11.968%

=
QO ~NO®

11 13.627 1820 1826 1840 rBV 351588 570598 9.87% 1.244%
12 14.157 1909 1916 1930 rVB2 849666 1340333 23.18% 2.923%
13 15.663 2165 2172 2184 rBV 3211846 4531122 78.35% 9.881%
14 16.915 2379 2385 2399 rBV 990348 1493936 25.83% 3.258%
15 17.833 2535 2541 2552 rBV2 309938 522224 9.03% 1.139%

16 19.127 2756 2761 2768 rBV3 87797 163763 2.83% 0.357%
17 19.568 2830 2836 2846 rBV 4636870 5782909 100.00% 12.611%
18 20.856 3051 3055 3062 rBV 450037 629971 10.89% 1.374%
19 21.139 3097 3103 3113 rBV 982321 1496360 25.88% 3.263%
20 21.297 3127 3130 3135 rBV3 53384 67148 1.16% 0.146%

21 22.162 3275 3277 3284 rVB6 78840 101838 1.76% 0.222%
22 23.297 3464 3470 3482 rVB 700707 1382195 23.90% 3.014%

Sum of corrected areas: 45856179
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

: Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM121618\

- BM018238.D

- 16 Dec 2018 22:12

- JUu/SJ

J6386-08 P001-SS005-1824-01
- 20 Sample Multiplier: 1

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

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BM018238.D

7.04
5.13

6.70

7.81

7.49 10.26

3.36 4.69

0
Time--> 3

A A
LI L L L L B L L |

I
.00 350 400 450 5.00

550 6.00 650 7.00 750 800 850 9.00 9.50

T T
10.00 10.50 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

0

TIC: BM018238.D

1957

12.76
15.66

14.16 16.92

13.63 17.83

19.13

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

4000000

3000000

2000000

1000000

o&

TIC: BM018238.D

21.14 23.30

20.86

1.30 22.16

AN

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\BM121618\

Data File : BM018238.D

Aca On : 16 Dec 2018 22:12

Operator : JU/SJ

3?22 le J6386-08 P001-55005-1824-01
ALS Vial : 20 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 Propylene Glycol Concentration Rank 6

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

3.36 2.83 ng 121053 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 64
2 Isopropvl Alcohol 60 C3H80 000067-63-0 64
3 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 23
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 9
5 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 9

Abundance Scan 80 (3.357 min): BM018238.D (-77) (-) m/z 45.00 100.00%
45
5000 ﬁ\vg
M
61 3.00 3.20 3.40 3.60
o e B2 m/z 43.05  22.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #918: Propylene Glycol
45
5000 NS SRR SRS R
3.00 3.20 3.40 3.60
m/z 61.00 9.06%
29 61
0'}?VULWJ“'H“'7E"'W"'w"'w"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #287: Isopropy! Alcohol
45
300 320 340 360
5000 m/z 44.10 7.08%
15\ 2‘7\\ \\‘\ 5\9
S S S I SR WL S S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4347: 2-Pentanol, 4-methyl-
45 3.00 3.20 3.40 3.60
m/z 42.00 4._.63%
5000
27 ‘ 69
ol 18 L. \‘H o 87 101
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121618\
Data File : BM018238.D

Aca On : 16 Dec 2018 22:12

Operator : JU/SJ

Sample : J6386-08

Misc :

ALS Vial : 20 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.69 3.44 ng 147524 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 45
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 38
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 37

Abundance Scan 307 (4.693 min): BM018238.D (-301) (-) m/z 43.10 100.00%
48
59
5000
101
83 207 4.40 4.60 4.80 5.00
(o} b m/z 59.10 71.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L L
59 440 460 480 5.00
m/z 101.10 28.59%
Iil . . 83 101
e L L U L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43 59
440 460 480 500
5000] 18 m/z 58.00 18.43%
1
0"”“'w“H*'“i"“l"“l"“l"“l"“l"”l"“l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8126: 2-Hexanol, 2-methyl- R REEEmEr S
59 4.40 4.60 4.80 5.00
m/z 41.00 10.20%
5000
43 101
5 | | ne
0"”I'w”“”'wu"”lh'”l"”l"”l"”l"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018238.D

Aca On : 16 Dec 2018 22:12

Operator : JU/SJ

3?22 le J6386-08 P001-55005-1824-01
ALS Vial : 20 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 3 unknown7.04 Concentration Rank 1

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

7.04 116.08 ng 4971630 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 706 (7.040 min): BM018238.D (-698) (-) m/z 132.00 100.00%
132
5000 68
20 54 ¥ " 680 7.00 720 7.40
0 8 307 e 200 m/z 68.10 42.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL R R R I
6.80 7.00 7.20 7.40
31 51 m/z 134.00 33.20%
01 RS RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
" 680 7.00 720 7.40
5000 m/z 66.10 27.61%
15 2839 52 %0 77 90 104445 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine S
132 6.80 7.00 7.20 7.40
m/z 69.10 18.19%
5000
33 44 o 105 ‘
0 ”'I'”MI'“RQ“J”%{'”MJh”I"“I"”I"”I"”I"” UL R R L I
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018238.D

Aca On : 16 Dec 2018 22:12

Operator : JU/SJ

3?22 le J6386-08 P001-55005-1824-01
ALS Vial : 20 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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.83 6.99 ng 522224 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2540 (17.827 min): BM018238.D (-2535) (-) m/z 73.00 100.00%
73
43 €0
5000 129
97 115 213 256 B e e e S e
143107171185 199 | 5oy 17.60 17.80 18.00 18.20
Okl m/z 60.00 78.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
17.60 17.80 18.00 18.20
213 m/z 43.05 70.72%
. || 143157171185 1 oo
m/z--> 25” 'Zb”' 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
60 73
43
17.60 17.80 18.00 18.20
5000 29 m/z 41.10 64 .28%
129
“ ?7 1115 ‘ 71 214
ol Ll J02 1| st | e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73 17.60 17.80 18.00 18.20
43 m/z 55.05 61.59%
5000 129
29 ; 185 228
9 115 | 143,.5171
0 ,....,....,....,T...,....,....,..}??.......%9??}? N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018238.D

Aca On : 16 Dec 2018 22:12

Operator : JU/SJ

3?22 le J6386-08 P001-55005-1824-01
ALS Vial : 20 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 6 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.13 2.19 ng 163763 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
Abundance Scan 2762 (19.133 min): BM018238.D (-2756) (-) m/z 73.05 100.00%
5000
18.80 19.00 19.20 19.40
0 m/z 55.05 T77.47%
miz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
48
73
5000 U SR SRR SUURER B
129 mmmmmwmm
97 185 a1 284 m/z 43.00 72 .62%
ol 18 I]-lllAlllllllllll ||2|6|5|| S
miz--> 0 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
48
73 18.80 19.00 19.20 19.40
5000 o84 m/z 60.10 71.42%
129
185 213 241
ol JH JM n ‘ LA Il T N 17
miz--> 0 50 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
73 18.80 19.00 19.20 19.40
m/z 41.05 62.91%
5000 129
H 97 199 242
157
Ob———k— y lw;]“‘\ll ||F-8i¢)||||||\ T B a
miz--> 0 50 100 150 200 250 300 350 18. 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018238.D

Aca On : 16 Dec 2018 22:12

Operator : JU/SJ

3?22 le J6386-08 P001-55005-1824-01
ALS Vial : 20 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 7 Heptafluorobutyric acid, n-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.86 8.42 ng 629971 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 3056 (20.862 min): BM018238.D (-3051) (-) m/z 83.10 100.00%
5000
20.60 20.80 21.00 21.20
168
0 jo920 20 AR W 3% M ‘m/z 57.10  98.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43
69
5000
97 20.60 20.80 21.00 21.20
m/z 97.05 96.65%
125
169 252
o ML L [ ga0te0 105 200222
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
g7
83
20.60 20.80 21.00 21.20
5000 m/z 55.10 91.39%
29 111
ommLLWW@%%@WWMW
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester T R et
43 20.60 20.80 21.00 21.20
69 m/z 69.05 84 .00%
97
5000
les
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121618\

Data File : BM018238.D

Acq On : 16 Dec 2018 22:12

Operator : JU/SJ

3?22 le J6386-08 P001-SS005-1824-01
ALS Vial =: 20 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propylene Glycol 3.36 2.8 ng 121053 1 7.50 856621 20.0
2-Pentanone, 4-hy... 4.69 3.4 ng 147524 1 7.50 856621 20.0
unknown? .04 7.04 116.1 ng 4971630 1 7.50 856621 20.0
n-Hexadecanoic acid 17.83 7.0 ng 522224 4 16.92 1493940 20.0
Octadecanoic acid 19.13 2.2 ng 163763 5 21.14 1496360 20.0
Heptafluorobutyri... 20.86 8.4 ng 629971 5 21.14 1496360 20.0
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