LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF092317\

Data File : BF098771.D

Aca On : 24 Sep 2017 7:23 Instrument :
Operator : SJ/JU ?Z'I\:gﬁ't:Sam ol
3?22'6 15297-02 51517 SIDLE.D-S
ALS Vial : 33 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 F\METHODS\8270-BF092317.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 2.240 21 26 33 rvB 273785 351419 10.95% 1.630%
2 5.146 516 520 528 rVB 215357 212746 6.63% 0.987%
3 5.540 582 587 590 rBY 1373392 1263909 39.38% 5.864%
4 6.534 752 756 759 rBVY 1038545 790571 24.63% 3.668%
5 6.563 759 761 765 rVB 42753 37465 1.17% 0.174%
6 6.687 778 782 786 rBVY 2402845 2115014 65.91% 9.812%
7 6.922 818 822 828 rBV 993903 808766 25.20% 3.752%
8 7.081 844 849 852 rBVY 3212237 2817166 87.78% 13.070%
9 7.487 912 918 921 rBVY 2063913 2089918 65.12% 9.696%
10 8.204 1036 1040 1043 rVvB 1081068 868387 27.06% 4._.029%

11 9.281 1217 1223 1226 rBV 3507116 3209178 100.00% 14.888%
12 9.957 1334 1338 1342 rBv2 837009 714645 22.27% 3.315%
13 10.745 1468 1472 1475 rBV 1239770 1028751 32.06% 4._.773%
14 11.445 1587 1591 1594 rBV 853833 660607 20.58% 3.065%
15 12.839 1825 1828 1832 rBV 65180 53966 1.68% 0.250%

16 13.033 1856 1861 1864 rBV 2732242 2676121 83.39% 12.415%
17 13.545 1945 1948 1951 rBV 56910 43739 1.36% 0.203%
18 14.086 2036 2040 2043 rBV 775829 738855 23.02% 3.428%
19 15.574 2288 2293 2304 rVB 457592 615037 19.16% 2.853%
20 16.045 2369 2373 2378 rVB 55143 80040 2.49% 0.371%

21 16.568 2457 2462 2467 rVB 67043 107685 3.36% 0.500%
22 17.180 2561 2566 2576 rVB3 48367 104686 3.26% 0.486%

23 17.909 2684 2690 2699 rVB3 40571 94445 2.94% 0.438%
24 18.768 2830 2836 2845 rVB6 24315 71669 2.23% 0.332%
Sum of corrected areas: 21554785
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098771.D

Aca On : 24 Sep 2017 7:23

Operator : SJ/JU

ﬁ?ggle i 15297-02 091517-SIDI-E-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance -
3500000 TIC: BF098771.D

7.08
3000000

2500000 6.69

7.49
2000000

1500000 5.54

6.53 6.92

1000000

500000
5.15

A

0 R —

5.00
TIC: BF098771.D

Time-->

Abundance
3500000

3000000
13.03

2500000

2000000

1500000
10.75
8.20

1000000 9.96 11.45

500000

12.84J

13.00

13.55

13.50

11.50 12.00 12.50

10.00 10.50 11.00
TIC: BF098771.D

0
Time--> 9.50

Abundance
3500000

3000000
2500000
2000000
1500000

1000000 14.09

15.57

I

15.50 16.00 16.50 17.00

500000

16.04 17.18 17.91

17.50 18.00 18.50

18.77

16.57
N

19.00

14.00 14.50 15.00

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098771.D

Aca On : 24 Sep 2017 7:23

Operator : SJ/JU

ﬁ?ggle i 15297-02 091517-SIDI-E-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.24 8.69 ng 351419 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 26 (2.240 min): BF098771.D (-21) (-) m/z 73.10 100.00%
741
5000 430 } \
55.0 87.1
2.20 2.30 2.40 2.50 2.60
Olrrrprrrrprrrr bl el b b e e || M7z 4305 36.39%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.20 2.30 2.40 2.50 2.60
55 0 87.0 m/z 55.00 26.97%
29.0
0 \‘ ‘ ‘ !
'”I””I””I”'W”'W”'W”'W”'W””I””I””I””I””I””I””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 23.84%
29.0
ol 99.0 112.0 129.0
Wmmmmm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.13%
5000
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098771.D

Aca On : 24 Sep 2017 7:23

Operator : SJ/JU

ﬁ?ggle i 15297-02 091517-SIDI-E-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.15 5.26 ng 212746 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 521 (5.151 min): BF098771.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S R R L
o PR s S — m/z 59.00 54.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R N R L L
59.0 480 500 520 540
m/z 101.00 21.55%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 1.0 m/z 58.00 16.47%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime s B A R
43.0 4.80 500 5.20 5.40
m/z 41.00 10.13%
5000
101.0
150 310 | 58090 g0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098771.D

Aca On : 24 Sep 2017 7:23

Operator : SJ/JU

ﬁ?ggle i 15297-02 091517-SIDI-E-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.69 Concentration Rank 2

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

6.69 52.30 ng 2115010 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 783 (6.693 min): BF098771.D (-778) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PASEPERARANE SRS SAL
400 540 6.40 6.60 6.80 7.00
0 ..,....,....,....:....,.:..,.:I-.'...I..,?f‘.?,..!.,.’rﬂ‘??....,...., b m/z 68.10 33.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R U L R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.10%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 21.34%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.03%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l”hW'”'P'il”'WH”'" R U L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098771.D

Aca On : 24 Sep 2017 7:23

Operator : SJ/JU

ﬁ?ggle i 15297-02 091517-SIDI-E-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.60 ng 80040 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Nonacosane 408 C29H60 000630-03-5 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2372 (16.039 min): BF098771.D (-2369) (-) m/z 57.05 100.00%
5000
" 15.80 16.00 16.20 16.40
0! m/z 71.05 70.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 LI UL BB BRI R
mmmmmmmm
99.0 m/z 85.10 56.78%
01260, | |1 ‘\ | 1410 1830 2250 267.0 309.0 3510 422.0
m/z--> éo 100 1éo 260 2%0 360 3éo 460
Abundance
57.0
" 15.80 16.00 16.20 16.40
5000 m/z 43.05 55.15%
99.0
J28.0 141.0 1830 2250 267 0 300.0 351.0 408.0
m/z--> éo 160 150 200 250 360 3éo 460
Abundance #185533: Pentacosane b RRREE EE s
57.0 15.80 16.00 16.20 16.40
m/z 55.00 19.93%
5000
99.0
0260 | | | }#10 1830 2250 267.0 3090 352.0
m/z--> éo 160 1éo 260 250 360 3éo 460 15%0 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098771.D

Aca On : 24 Sep 2017 7:23

Operator : SJ/JU

Sample : 15297-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.18 3.40 ng 104686 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 Triacontane 422 C30H62 000638-68-6 83
4 Heneicosane 296 C21H44 000629-94-7 81
5 Hexacosane 366 C26H54 000630-01-3 81

Abundance Scan 2566 (17.180 min): BF098771.D (-2561) (-) m/z 57.00 100.00%
57.0
5000 va
9.0 LRSI SR SRR SUMLIL I
lmm 211.1  267.0 16.80 17.00 17.20 17.40
o i S A m/z 71.05 81.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 A DU B UL R
mmﬂmﬂmﬂm
m/z 43.10 55.75%
99.0
quoL ‘ i | 4 ;4}0 1830 2250 2810 337.0 394.0
m/z--> 50 100 150 200 250 360 3%0 460
Abundance
57.0
16.80 17.00 17.20 17.40
5000 m/z 85.05 55.56%
99.0
0260 1410 183.0 225.0 267.0 309.0 352.0
m/z--> éo 160 1%0 200 2éo 360 3%0 460
Abundance #219831: Triacontane e S e
57.0 16.80 17.00 17.20 17.40
m/z 99.05 22 .32%
5000
99.0
0260, | | | ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0 ]
m/z--> éo 100 1éo 260 2éo 360 3%0 460 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098771.D

Aca On : 24 Sep 2017 7:23

Operator : SJ/JU

ﬁ?ggle i 15297-02 091517-SIDI-E-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 8 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.91 3.07 ng 94445 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Pentacosane 352 C25H52 000629-99-2 74
3 Heneicosane 296 C21H44 000629-94-7 72
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 72
5 Hexacosane 366 C26H54 000630-01-3 72
Abundance Scan 2690 (17.909 min): BF098771.D (-2684) (-) m/z 57.05 100.00%
5%.0
5000 80 W/\w
127.1 Lol o et 1aion
169.2 17. 60 17. 80 18. oo 18 20
208.0
ol 200 82l m/z 71.10 61.58%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 U AR SO UM DU
85.0 17. 60 17. 80 18. oo 18.20
29.0 m/z 43.10 49 _72%
o J«Lkwa%MMwmwmmmmmwo
m/z--> éo 160 1%0 260 2éo 360 3éo
Abundance
57.0
17.60 17.80 18.00 18.20
5000 85.0 m/z 85.05 49 .34%
113.0
oL 20 141.0160.0  211.0239.0267.0295.0323.0 352.0
m/z--> éo 160 1%0 260 2%0 360 3éo
Abundance #141426: Heneicosane A e R REEEa
57.0 17.60 17.80 18.00 18.20
m/z 99.00 21.37%
85.0
5000
29.0 113.0
oL L) P0u0is0016m0205 02530 2960
m/z--> éo 160 1%0 260 2éo 360 3éo 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098771.D

Aca On : 24 Sep 2017 7:23

Operator : SJ/JU

ﬁ?ggle i 15297-02 091517-SIDI-E-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.77 2.33 ng 71669 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 62
2 Octacosane 394 C28H58 000630-02-4 58
3 Tetracosane 338 C24H50 000646-31-1 58
4 Pentacosane 352 C25H52 000629-99-2 58
5 Tetracontane 563 C40H82 004181-95-7 50
Abundance Scan 2836 (18.768 min): BF098771.D (-2830) (-) m/z 57.00 100.00%
57.0
5000
2209 2830 18140 18,60 18.80 19.00
(o} m/z 71.10 75.95%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 RN SRR BN SR B
18 40 18. 60 18 80 19.00
99.0 m/z 43.00 54 _.89%
0 27\X0 ‘H ‘\ \Hw \‘M ‘\‘ u‘ u‘14:‘l- 0\ 183 O 225 0 267 0 309 0 3660
m/z--> §0 160 1%0 200 2éo 360 3%0 '
Abundance
57.0
18140 18,60 18.80 19.00
5000 m/z 85.05 45.14%
99.0
o 27,0 1410 1830 2250 2810 337.0  394.0
m/z--> §0 160 150 260 250 360 3%0 '
Abundance #175555: Tetracosane A BT o e
57.0 18.40 18.60 18.80 19.00
m/z 99.00 21.09%
5000
99.0
o210 L g 18 1839 2250 2670 30003380
m/z--> 5'0 1(')0 150 2(')0 25'30 3(')0 3&1,0 ' 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\

Data File : BF098771.D

Acq On : 24 Sep 2017 7:23

Operator : SJ/JU

3?22'6 i 15297-02 091517-SIDI-E-D-S
ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.24 8.7 ng 351419 1 6.92 808766 20.0
2-Pentanone, 4-hy... 5.15 5.3 ng 212746 1 6.92 808766 20.0
unknown6 .69 6.69 52.3 ng 2115010 1 6.92 808766 20.0
Triacontane 16.04 2.6 ng 80040 6 15.57 615037 20.0
Octacosane 17.18 3.4 ng 104686 6 15.57 615037 20.0
Eicosane 17.91 3.1 ng 94445 6 15.57 615037 20.0
Hexacosane 18.77 2.3 ng 71669 6 15.57 615037 20.0
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