LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089102.D

Aca On 19 Jul 2016 1:10

Operator : UM/SJ

Sample : H4045-13

Misc :

ALS Vial : 22 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-BF063016.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 1.633 3 4 13 rVB 190610 283011 15.13% 1.853%
2 1.747 13 14 56 rvB 986068 1869982 100.00% 12.244%
3 4.799 278 281 285 rBV 53932 96958 5.18% 0.635%
4 5.244 317 320 322 rBY 1528894 1661361 88.84% 10.878%
5 6.307 409 413 415 rBV 1491520 1774791 94.91% 11.620%
6 6.422 420 423 425 rBV 1325029 1730238 92.53% 11.329%
7 6.639 440 442 444 rBB 353279 311509 16.66% 2.040%
8 6.799 453 456 458 rBV 1350025 1173304 62.74% 7.682%
9 7.210 489 492 495 rBV 838070 870805 46.57% 5.702%
10 7.930 552 555 557 rBV 450492 411952 22.03% 2.697%

11 9.005 646 649 652 rBV 1343096 1374922 73.53% 9.002%
12 9.405 682 684 686 rvVB 339791 282585 15.11% 1.850%
13 9.679 705 708 710 rBB 342219 357846 19.14% 2.343%
14 10.456 774 776 779 rBv2 517607 725755 38.81% 4.752%

15 10.593 786 788 793 rVB 32203 38093 2.04% 0.249%
16 11.039 825 827 828 rBV 25500 21813 1.17% 0.143%
17 11.153 834 837 838 rBvV 339794 321611 17.20% 2.106%
18 12.354 940 942 944 rBV 64301 51745 2.77% 0.339%
19 12.571 959 961 963 rBvV2 58099 77693 4._.15% 0.509%
20 12.731 973 975 978 rVB 835993 990118 52.95% 6.483%
21 13.279 1021 1023 1024 rBV 31475 29058 1.55% 0.190%
22 13.645 1052 1055 1058 rBV 36105 48108 2.57% 0.315%
23 13.771 1064 1066 1071 rBV 314060 340175 18.19% 2.227%
24 14.274 1107 1110 1114 rBV3 10358 32189 1.72% 0.211%
25 14.628 1138 1141 1142 rBV 47486 58779 3.14% 0.385%
26 14.765 1151 1153 1158 rVB 26319 46319 2.48% 0.303%
27 15.028 1173 1176 1178 rBV 16192 29453 1.58% 0.193%
28 15.074 1178 1180 1183 rVV 20166 33964 1.82% 0.222%

29 15.131 1183 1185 1188 rVV 191364 229034 12.25% 1.500%

Sum of corrected areas: 15273171
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF071816\

BF089102.D

19 Jul 2016 1:10

UM/SsJ

H4045-13

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089102.D

Aca On 19 Jul 2016 1:10

Operator : UM/SJ

Sample : H4045-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.80 6.23 ng 96958 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 3-Pentanol 88 C5H120 000584-02-1 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 281 (4.799 min): BF089102.D (-278) (-) m/z 43.10 100.00%
a3
59
5000
101  — A N N—
36 | 83 440 4.60 4.80 5.00 5.20
SRMBEESSISNSSIRISHRMI 14 MRSISNSTHS USSR~ S N m/z 59.10 63.11%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 UBREARE LRSS RS L
440 4.60 4.80 5.00 5.20
m/z 101.10 23.52%
25 3! 37 | 83 g3
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
440 460 480 500 520
5000 m/z 58.10 14_.97%
55
21 37 a9 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #2090: 3-Pentanol T R b
59 440 4.60 4.80 5.00 5.20
m/z 41.10 10.61%
5000 31
41
15 25| \‘m 53 70 87
miz--> 10 20 30 40 50 60 70 8 90 100 440 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089102.D

Aca On 19 Jul 2016 1:10

Operator : UM/SJ

Sample : H4045-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.42 Concentration Rank 2

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

6.42 111.09 ng 1730240 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 Xenon 132 Xe 007440-63-3 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 423 (6.422 min): BF089102.D (-420) (-) m/z 132.00 100.00%
32
5000
68
0 ste || s T e 650 650 Gho ok 6k
R R e R e e R R e o m/z 134.00 33.86%
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 AR LN RN LA
6.00 6.20 6.40 6.60 6.80
78 m/z 68.10 33.42%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
A
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.10 21.39%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R ma A B
132 6.00 6.20 6.40 6.60 6.80
m/z 96.10 14 .24%
5000
15 28 39 s O 77 90 104 4
iz 1 % 30 4o B & 7o 85 6 100 190 130 1% 180 | | 600 630 640 680 650
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089102.D

Aca On 19 Jul 2016 1:10

Operator : UM/SJ

Sample : H4045-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Tetradecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.59  2.37ng 38093  Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetradecane 198 C14H30 000629-59-4 80

2 Hexadecane

3 Sulfurous acid.
4 Sulfurous acid.
5 Sulfurous acid,

226 C16H34
2-ethvlhexvl iso... 278 C14H3003S
2-ethvlhexvl hex... 278 C14H3003S
hexyl heptyl ester 264 C13H2803S

000544-76-3 72

1000309-19-0 64
1000309-20-2 59
1000309-12-9 52

m/z 57.10 100.00%

L)

10. 20 10. 40 10. 60 10 80 11. OO

Abundance Scan 788 (10.593 min): BF089102.D (-786) (-)
57
43 71
5000 85
99
SNBSS i “Jhwh.”h.ygp.....” M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85
29
99
15 J U 113127 141 156 169 198
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
71
5000
85
29
99 113 127 141 155 169 183 226
T T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester
57
43
71 g5
5000
113
...,.‘.‘..,‘...‘l,..‘..,‘....9,9..:‘.,.... N
m/z--> 20 40 60 80 100 120 140 160 180 200 220

m/z 43.10 66 .51%

L]

10. 20 10. 40 10. 60 10 80 11. OO

m/z 71.10 65.14%

10.20 10.40 10.60 10.80 11.00

m/z 85.10 47 .72%

10.20 10.40 10.60 10.80 11.00

m/z 41.05 34 .25%

10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089102.D

Aca On 19 Jul 2016 1:10

Operator : UM/SJ

Sample : H4045-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.65 2.83 ng 48108 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 1-Hexadecanol 242 C16H340 036653-82-4 83
4 Carbonic acid. isobutyl octadecv... 370 C23H4603 1000314-61-5 74
5 11-Tricosene 322 C23H46 052078-56-5 72
Abundance Scan 1055 (13.645 min): BF089102.D (-1052) (-) m/z 57.10 100.00%
57 83
5000 111
3 L | "' 13.40 13.60 13.80 14.00
— ..'..,....,....,....,....,.. m/z 43.10 88.83%
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43
5000 83 LRI B U SR BUR
anmnmmm
18 M ‘1”_ m/z 83.10 87.39%
‘M‘L‘ J M L 140 168 196 238 266 308 336
m/z--> 1éo 260 250 360 3éo
Abundance
43
"' 13.40 13.60 13.80 14.00
5000 83 m/z 55.10 84 .06Y%
18 111
65 139 168 196 224 252 278 308 336 364
m/z--> éo 160 150 260 250 360 3éo
Abundance #95980: 1-Hexadecanol AN BEa TS e L
55 13.40 13.60 13.80 14.00
83 m/z 69.10 76.48%
5000
31 111
LT o0 100 106 2
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3éo 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089102.D

Aca On 19 Jul 2016 1:10

Operator : UM/SJ

Sample : H4045-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.63 5.13 ng 58779 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 86
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 trans-Farnesol 222 C15H260 000106-28-5 64
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 59
Abundance Scan 1141 (14.628 min): BF089102.D (-1138) (-) m/z 69.10 100.00%
69
5000 _-ﬂvw,_~A_~/{~v~»fv---
IS 144 1450 1050 1500
59 221 253 . . . .
b g LR AR L e “m/z 81.10 56.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4 LN UL B SRR B
14.40 14.60 14.80 15.00
o5 m/z 41.10 22.14%
L “h\ ;17 ﬂ ‘161 101 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,40 14.60 14.80 15.00
5000 m/z 95.10 14 .05%
41 NWWJNNMVJAWNAAAWVV\
95 137
117 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R B A B
69 14.40 14.60 14.80 15.00
m/z 137.05 12.94%
5000
41
95
m/z--> 50 160 1%0 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089102.D

Aca On 19 Jul 2016 1:10

Operator : UM/SJ

Sample : H4045-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.03 2.57 ng 29453 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 58
2 Phenol. 2.4-dibromo- 250 C6H4Br20 000615-58-7 50
3 Benzolalpvrene 252 C20H12 000050-32-8 50
4 Benzolklfluoranthene 252 C20H12 000207-08-9 49
5 Perylene 252 C20H12 000198-55-0 47

Abundance Scan 1176 (15.028 min): BF089102.D (-1173) (-) m/z 252.10 100.00%

252

5000

173187 211 14.80 15.00 15.20 15.40

m/z 253.10 30.75%

281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
125 m/z 250.10 30.34%
50 63 83 98111 | 146 174 200 224 ‘M

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

Abundance
252
14.80 15.00 15.20 15.40
5000 63 m/z 113.10 15.85%
143 172
38 92 115126 195 223
mewmwmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104222: Benzo[a]pyrene
252 14.80 15.00 15.20 15.40
m/z 124.00 14 .13%
5000
126
228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071816\
Data File : BF089102.D

Acq On 19 Jul 2016 1:10

Operator : UM/SJ

Sample - H4045-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
2-Pentanone, 4-hy... 4.80 6.2 ng 96958 1 6.64 311509 20.0
unknown6 .42 6.42 111.1 ng 1730240 1 6.64 311509 20.0
Tetradecane 10.59 2.4 ng 38093 4 11.15 321611 20.0
n-Tetracosanol-1 13.65 2.8 ng 48108 5 13.77 340175 20.0
Squalene 14.63 5.1 ng 58779 6 15.13 229034 20.0
Benzo[e]pyrene 15.03 2.6 ng 29453 6 15.13 229034 20.0
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