LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022481.D

Aca On : 01 Sep 2019 17:35

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 8 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-BM082919 .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 5.128 359 364 382 rVB 166947 254388 33.12% 6.642%
2 6.704 627 632 647 rBV 145268 264185 34.39% 6.898%
3 7.045 684 690 702 rBV 180331 291936 38.00% 7.622%
4 7.504 763 768 776 rBB 53631 80673 10.50% 2.106%
5 7.816 815 821 830 rBB 139245 227698 29.64% 5.945%
6 8.686 963 969 989 rBV2 72018 155197 20.20% 4._.052%
7 10.286 1235 1241 1256 rBV 39200 87042 11.33% 2.273%
8 12.774 1658 1664 1679 rBV 189643 331970 43.22% 8.668%
9 13.674 1812 1817 1823 rBV2 7335 12272 1.60% 0.320%
10

14.174 1897 1902 1912 rBV 74739 121924 15.87% 3.183%

11 15.692 2155 2160 2176 rBB 196815 339812 44.24% 8.872%
12 16.945 2368 2373 2385 rBvV 85118 150812 19.63% 3.938%

13 17.833 2520 2524 2535 rBV3 9917 20621 2.68% 0.538%
14 19.133 2740 2745 2754 rBV4 9280 18057 2.35% 0.471%
15 19.392 2785 2789 2794 rBV2 5261 8024 1.04% 0.210%
16 19.586 2817 2822 2831 rBV 597502 768152 100.00% 20.056%
17 20.850 3028 3037 3041 rBV7 23957 49112 6.39% 1.282%
18 20.950 3051 3054 3059 rBV2 9526 14136 1.84% 0.369%
19 21.162 3085 3090 3099 rBV2 177655 279690 36.41% 7.303%
20 22.150 3254 3258 3262 rBV2 20374 29369 3.82% 0.767%
21 22.627 3337 3339 3345 rVB4 24390 30566 3.98% 0.798%
22 23.168 3428 3431 3438 rVB5 25419 35740 4._.65% 0.933%

23 23.344 3456 3461 3471 rVB2 127865 258608 33.67% 6.752%

Sum of corrected areas: 3829984
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022481.D

Aca On : 01 Sep 2019 17:35

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance :
600000 TIC: BM022481.D

500000
400000
300000

200000 7.05

6.70 7.82

100000 8.69

7.50 10.29

e T L s

T T
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance -
600000 TIC: BM022481.D Lalss

500000
400000
300000
15.69

200000 12.77

100000 14.17 16.94

13.67 A 17.83 19.139.39

e
O o L e o o o B L o B o o B IS o o e e s o e e B S R

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abugg&r)‘lc():g TIC: BM022481.D

500000

400000

300000

21.16
200000 23.34

100000 2215 22.63 231

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 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\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022481.D

Aca On : 01 Sep 2019 17:35

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 1 unknown7.05 Concentration Rank 1

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

7.05 72.38 ng 291936 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 18
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 691 (7.051 min): BM022481.D (-684) (-) m/z 132.00 100.00%
32
5000 68
40 96 HP AN SRS SRR
54
6 103 6.80 7.00 7.20 7.40
AT e 8 m/z 68.10 41.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14505: 1H-Benzimidazole, 2-methyl-
132
5000 R AR RARSE AR R
6.80 7.00 7.20 7.40
9 & 63 % m/z 66.00 40.25%
77 104
...,....,..2.3,...!I,-!...il!...,=|II!.,..m,....!n!...,.!-..,..l.l?,....; -
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 o 680 7.00 7.20 7.40
5000 m/z 134.00 31.77%
31 o9 Sﬁ 8
1 l !
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R R o S REmEE e
56 132 6.80 7.00 7.20 7.40
m/z 69.00 22 .44%
5000
64
15 2\\7 34 42m m‘ | ‘7\6 91 99 i
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022481.D

Aca On : 01 Sep 2019 17:35

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 unknownl7.83 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.83 2.73 ng 20621 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4-Cvyclopentanetetrol. (l1.a... 134 C5H1004 014003-71-5 32
2 17-Pentatriacontene 491 C35H70 006971-40-0 22
3 1-Hexacosanol 382 C26H540 000506-52-5 22
4 n-Tetracosanol-1 354 C24H500 000506-51-4 22
5 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 22
Abundance Scan 2524 (17.833 min): BM022481.D (-2520) (-) m/z 73.00 100.00%
7B
8000 41
6000
213
4000
o7 129 185 17.60 17.80 18.00 18.20
e . m/z 41.10 75.82%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #15030: 1,2,3,4-Cyclopentanetetrol, (1.alpha.,2.beta.,3.be...
7B
5000 98 L SULRULE BRI UL S
44 17.60 17.80 18.00 18.20

m/z 43.00 75.29%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene

17.60 17.80 18.00 18.20
5000 83 m/z 60.10 71.59%

|

111
\ i 139167 196 224 267292 321 462 490
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #203698: 1-Hexacosanol R N mmma s
43 17.60 17.80 18.00 18.20

m/z 54.90 57.76%

5000

83
18 111
[ 440 L) 139 168 196 224 252278 308336 364

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022481.D

Aca On : 01 Sep 2019 17:35

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 2- Chloropropionic acid, pe... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.85 3.51 ng 49112 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 76
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 76
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 76
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 76
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 76

Abundance Scan 3037 (20.850 min): BM022481.D (-3028) (-) m/z 43.00 100.00%
43
83
5000
111
207
| | 1T3 228 283 341 20.60 20.80 21.00 21.20
— Ay m/z 57.10 95.20%
m/z--> 50 100 150 200 250 300 350
Abundance #159663: 2- Chloropropionic acid, pentadecy! ester
57 83
5000 111
20.60 20.80 21.00 21.20
29 m/z 55.10 82.40%
| 140 182 210 955
L 1| n L
el A
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecyl ester
43
69
97 20.60 20.80 21.00 21.20
5000 m/z 41.10 71.09%
153 181 224 250 597
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
a7 20.60 20.80 21.00 21.20
83 m/z 83.00 66.28%
5000 11
29 ‘ 169
196
S P N U < . SN -2 R J— | E—
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022481.D

Aca On : 01 Sep 2019 17:35

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 5 unknown22.15 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.15 2.10 ng 29369 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. decvl 2-propvl e... 264 C13H2803S 1000309-12-1 38
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 38
3 Eicosane 282 C20H42 000112-95-8 38
4 Tetracosane 338 C24H50 000646-31-1 38
5 Heneicosane 296 C21H44 000629-94-7 38
Abundance Scan 3258 (22.150 min): BM022481.D (-3254) (-) m/z 57.10 100.00%
57
5000 85
207
3 | | 113 148 18? ‘l 253 356 21.80 22.00 22.20 22.40
— 8 S 6 N Y CR— | m/z 43.05 72.91%
m/z--> 50 100 150 200 250 300 350
Abundance #113723: Sulfurous acid, decyl 2-propyl ester
48
5000 85 DA SUNIS SRR SR I
21.80 22.00 22.20 22.40
m/z 71.10 63.71%
f 64| | ,111 141 475 205
m/z--> 50 160 1éo 200 2éo 360 3%0
Abundance #83029: Tridecane, 7-propyl-
48
71 21.80 22.00 22.20 22.40
5000 m/z 85.00 49 _73%
140
} 99 183
- F“! A |'?2§'|' Y U
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane SRS  INBMSES SN
57 21.80 22.00 22.20 22.40
m/z 207.00 31.57%
5000
85
29
‘ ‘ | | ) Y8 141 169 197 225 253 282

| T T I I T
m/z--> 50 100 150 200 250 300 350 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022481.D

Aca On : 01 Sep 2019 17:35

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 6,6-Diethylhoctadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.63 2.36 ng 30566 Perylene-di12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 50
2 Eicosane 282 C20H42 000112-95-8 49
3 Heptadecane 240 C17H36 000629-78-7 47
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 47
5 Pentacosane 352 C25H52 000629-99-2 47
Abundance Scan 3340 (22.633 min): BM022481.D (-3337) (-) m/z 57.05 100.00%
57
85
5000
117 147 207 LRI SN I B
8 | | L ﬁ?5 | 29 2 3y 7 22.40 22.60 22.80 23.00
e St R A m/z 43.05 85.24%
m/z--> 50 100 150 200 250 300 350
Abundance #153228: 6,6-Diethylhoctadecane
57
85
5000 R SN SRR BN SUR
141 22.40 22.60 22.80 23.00
281 m/z 71.10 T1.77%
|113 160 239
—— plh f".llullul..'J|'||:|I-9|7|||]|||||'| i
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
22.40 22.60 22.80 23.00
5000 85 m/z 85.10 67 .53%
29
|l i J i 113,241 169 107 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane TT T IAI T ! T lhl'l\ L I
57 22.40 22.60 22.80 23.00
m/z 41.10 36.12%
85
5000
29
A\ | I |‘1}3‘\141 169 197 240
m/z--> 50 100 150 200 250 300 350 2240 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022481.D

Aca On : 01 Sep 2019 17:35

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.76 ng 35740 Perylene-di12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 53
2 Heneicosane 296 C21H44 000629-94-7 49
3 Nonadecane 268 C19H40 000629-92-5 49
4 Pentacosane 352 C25H52 000629-99-2 49
5 Octacosane 394 C28H58 000630-02-4 47
Abundance Scan 3431 (23.168 min): BM022481.D (-3428) (-) m/z 57.00 100.00%
57
5000 8 207
||11|1 | 179 | 249 |2?3 307 355 429 22.80 23.00 23.20 23.40
. [T A L S L L L Tm/z 43.00  75.58%
m/z--> 50 o 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 AR USSR AREE B
nmmmmmmm

m/z 71.10 73 .88%

1 lI113 141 169 197 225 253 282

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85 22.80 23.00 23.20 23.40
5000 m/z 85.05 52.13%
29 113
1 L) J 141 169 197 225 253 296
e ....,....,.... T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57 22.80 23.00 23.20 23.40
m/z 207.00 48.76%
M A AN Vit AN o M s
85
5000
29
[ M8 141 169 107 268
— et et e B e SRR
m/z--> 50 100 150 200 250 300 350 400 22. 80 23. 00 23 20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
Data File : BM022481.D

Acq On : 01 Sep 2019 17:35

Operator : HP/JU

Sample - K4619-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_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]
unknown? .05 7.05 72.4 ng 291936 1 7.50 80673 20.0
unknownl17 .83 17.83 2.7 ng 20621 4 16.95 150812 20.0
2- Chloropropioni... 20.85 3.5 ng 49112 5 21.16 279690 20.0
unknown22 .15 22.15 2.1 ng 29369 5 21.16 279690 20.0
6,6-Diethylhoctad... 22.63 2.4 ng 30566 6 23.34 258608 20.0
Eicosane 23.17 2.8 ng 35740 6 23.34 258608 20.0
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